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1. Introduction

1.1. Dedication to Professor Robert W. Taft
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This evaluation of gas basicity and proton affinity data is

whose re-

search led to the early determination of an extensive scale of
gas-phase basicity data. The existence of this comprehensive
body of internally consistent. interlocking experimental mea-
surements in a very real sense made it possible to tie together

and evaluate data from a wide variety of sources generated
by various experimental techniques. We are indebted to Pro-
fessor Taft for pioneering this tvpe of research. and for dem

onstrating its scientific interest and importance.
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1.2. Background

This publication is an update and revision of the evalua-
tion of the scale of gas phase basicity/proton affinity data
carried out in this laboratory, and published in 1984." Prior
to its appearance, there had been a number of reviews of the
field”* and two unevaluated compilations,”'° but no single
reference had presented a comprehensive collection of data
on gas phase proton affinities evaluated for internal consis-
tency. the 1984 evaluation has been proven to be suffi-
ciently useful that it is still widely cited, and current publi-
cations often compare new data to data in the proton affinity
scalc as prescnted there (the so-called ‘*“NBS (National Bu-
reau of Standards) Scale’’). However, in the intervening
years, a large amount of new data has appeared in the litera-
ture. so the so-called ““NBS Scale’ is seriously out-of-date,
missing data for about 900 compounds. In addition, recent
studies include several seminal publications, both experi-
mental and theoretical, which present information indicating
that portions of the scale as presented in the 1984 publication
are incorrect, and therefore in need of re-evaluation.

1.3. Definitions

The gas basicity and proton affinity of a species (mol-
ecule, radical, or atom), M, are defined in terms of the hy-
pothetical gas-phase reaction:

M(g)+H"(g)—MH"(g). (1)

The gas basicity of M at temperature T, GB(M,T), is the
negative of the Gibbs free energy change for this reaction:

GB(M.T)=—AGY (7). 2)

Thermochemical quantities having a subscript Rn followed
by an integer means that the quantity is associated with the
reaction or process indicated by the integer. The proton af-
finity. PA(M, 1), 1s the negative of the corresponding en-
thalpy change:

PA(M.T)=—AHY (T)
=ANHOUM.T)+ A\ HOH™.T) - AHYMH™.T).
(3)

The corresponding entropy change can be expressed in terms
of absolute entropies of the species involved:
ASp(TI=SYMH™.T) = SYM.T)-SYH™.T) 4)

=AS(M.T1=S"H™.T). (5)

where AS(M.T) is defined as the entropy of protonation of
M:

ASUMTI=S"MH™.T1= S"(M.T). (61

Since the defining process s understood to always involve
gaseous species. the phase designations for the species indi-
cated in reaction (11 are dropped when indicating those spe-
cies in thermochemical quantities. The relationship between
gas basicity, proton affinity and entropy of protonation is
obtained by combining Egs. 124 (31 and (3) 10 give
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GB(M,T)=PA(M.T)+ T[AS (M. T)—S°(H",T)].
™

2. Sources of Proton Affinity/Gas Basicity
Data

Most of the published data on gas phase basicities/proton
affinities of molecules are derived from measurements which
lead to relative scales of basicities/proton affinitics, but do
not provide absolute values for these quantities. Absolute
values are assigned to the entire relative thermochemical
scales using data for molecules whose position in the relative
scale has been established, and for which absolute values of
enthalpies of formation of both M and MH™ are known from
other measurements. Thus the evaluation of the basicity/
proton affinity scales has three components: (1) an evalua-
tion of the thermochemical data leading to the scale of rela-
tive gas basicities; (2) an evaluation of measured entropy
changes for proton transfer reactions, or an estimation of
entropy changes for species for which experimental data are
not available, followed by the generation of the scale of rela-
tive proton affinities, and (3) the evaluation of data leading to
the assignment of absolute values to the scales. Before de-
scribing the evaluation of these scales, we first describe
briefly the methods by which absolute values of proton af-
finity and relative values of gas basicity are obtained.

2.1. Absolute Proton Affinity Values
2.1.1. lonization Threshold Measurements

Experiments in which the enthalpy of formation of MH™
is determined lead directly to values for the proton affinity
when combined with the value for the enthalpy of formation
of the corresponding neutral molecule, M. If MH is a suffi-
ciently stable species that it can be introduced into a2 mass
spectrometer or be generated in situ, or if MH™ is formed as
a product ion from the fragmentation of some larger molecu-
lar species, absolute values for the enthalpy of formation can
be obtained. either by determining the ionization energy of
MH:

MH—MH " +e” (8)

or the appearance energy of MH™ from a larger molecule,
MNH:

MNH—MH" +N+e"~. - 9

Since the thermochemical scales provide data on relative
proton affinities, it is necessary to assign absolute proton
affinity values to the entire scale. This is only possible if an
absolute proton affinity can be reliably assigned to one or
more molecules in the scale. Absolute values for proton af-
finities can be denved from k£q. (3} by simply inserting avail-
able values for enthalpies of formation of Mtg). MH (g},
and H7(gy when these are all known. Unfortunately. there
are relatively few species for which this is possible.

Enthalpies of formation of all relevant species are known
tor the lower members of the homologous series when M is
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an olefin and MH* an alkyl ion. For this reason, the proton
affinities of ethylene. propene, and isobutene have often been
used as the basis for assigning absolute values to the proton
affinity scale,' and were considered to be reliable anchors.
However, as will be discussed below, new results indicate
some changes are necessary; for example, the accepted value
for the enthalpy of formation of the tert-butyl cation has
changed based on new measurements, and the positions of
ethylene and propene in the basicity scale are not necessarily
as well established as previously thought.

2.1.2. Absolute Values of Proton Affinities from Theoretical
Calculations

It has been shown that standard ab initio molecular orbital
calculations at the G2 level of theory'! consistently yield
values of proton affinities within 10 kJ mol ™" of experimen-
tal values, which is usually within error limits of the latter. In
a recent paper, Smith and Radom'? reported computed pro-
ton affinity values for 31 molecules over an energy range of
about 500 kJ mol ™, that is, values that effectively spanned
most of the experimental scale reported from equilibrium
constant determinations. Further work by East, Smith and
Radom'? provides a set of theoretically predicted values of
entropy changes associated with protonation of these mol-
ecules. In view of the difficulties in pinning down values to
be assigned (o species in an experimentally derived thermno-
chemical scale (which may display ‘‘shifts’’ over time, for
various reasons discussed elsewhere in this paper), the data
from these papers provided an invaluahle guide to the evalu-
ation of the proton affinity data presented here.

2.2. Relative Gas Basicity/Proton Affinity Values

2.2.1. Gas Phase Equilibrium Constant Data

Most of the data presented here are based on measure-
ments of the equilibrium constants of gas phase proton trans-
fer reactions between M and a reference species, R, at a
single temperature:

RH™+M=MH" +R. (10)
where:
—R,T In Kppyn= AGRu10= AH R0~ TASRppe (1D

and R, is the universal gas constant. The equilibrium con-
stant for reaction (10) is obtained from a mass spectrometric
observation of the relative abundances of the ions. RH™ and
MH ™. in a mixture of compounds R and M of known com-
position:

Koo ={LMH™ J[RH J{[RYIMT). (12)

When the ratio of ions is observed under conditions such that
thermodynamic equilibrium has been attained. the resulting
value for the equilibrium constant of reaction (104 directly
provides a value for the Gibbs tree energy change of reaction
at temperature 7. We note that reaction (104 can be resolved
into reaction (1) and an analogous process tn which M is
replaced by R namely:

R(g)+H"(g)—RH"(g). (13)

The gas basicity, proton affinity and protonation entropy of
R in reaction (13) are similarly defined as for M in Egs.
(2)-(7) in which M is replaced by R. Then, the Gibbs free
energy change of reaction (10) is equal to the relative gas
phase basicities of compounds R and M, AGB(M,R,T), at
the temperature 7, i.e.,

—~AGY,(T)=GB(M,T)—GB(R.T)=AGB(MR,T).
(14)

Scales of relative gas phase basicities derived from equilib-
rium constant determinations can lead to a quantitative scale
of relative proton affinities, APA(M.R), only if the entropy
change of reaction (10), or the relative protonation entropy,
AASP(M,R), is known or can be reliably estimated.

—AHp 0=PA(M,T)—PA(R,T)=APA(MR), (15)

ASR10=AS(M.T)—AS(R,T)=AAS (MR). o
16

The reader should note that the definitions of relative proton
affinities and relative protonation entropies do not show an
explicit temperature dependence, even though the quantities
involved in their definitions do show such explicit depen-
dence. Unlike relative gas basicity, relative proton affinities
and relative protonation entropies are quite temperature in-
dependent; more about this feature is explained in Section
2.3.

Some of the data available and presented here are based on
measurements of Kg,;o Over a range of temperatures. When
such data are treated in a van’t Hoff manner, i.e.. when
In Kggo is plotted against 77!, then values of AHY,, and
AS%.1o can, in principle, be derived directly from the slope
and intercept of the fitted line, respectively,

In Kra1o= = AH gy o/ RT+ASR 1o/ R, - (17)

In the van't Hoff treatment, the values of AHp, o and ASY, |,
are considered to be constants over the temperature range for
which Ky, o is measured (see Sec. 2.3.).

In the 1984 evaluation,' proton affinity values were de-
rived from the scale of gas basicities using calculated en-
tropy changes derived from standard statistical mechanics
treatments. In most cases, the estimates were based on the
simplifying assumption that the protonation entropy of M in
reaction (1) can be approximated adequately by the tempera-
turc independent cxpression:

AS(M)=R, In[ o(M)/ciMH™)]. (18)

where o{M) and a(MHT™) are the rotational symmetry num-
bers of M and MH ™.

For the present evaluation. extensive thermochemical lad-
ders from two laboratories™*™'® were available which in-
cluded determinations of equilibrium constants over a range
of temperatures. i.e.. which included entropy change deter-
minations. However. as discussed below in the description of
the evaluation procedures. there was poor agreement be-
tween the entropy change measurements from different fabo-
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ratories: this was taken as an indication that inherent experi-
mental problems make such determinations unreliable.
Therefore. instead of using the (inconsistent) experimental
data directly, or resorting to the use of Eq. (18), a procedure
was adopted which incorporates an analysis of the data for
the entire thermochemical ladder at different temperatures,
and the imposition of a requirement that the entropy changes
be reasonable and internally consistent.

Most measurements of proton transfer equilibrium con-
stants have been carried out using one of three types of mass
spectrometers which operate in very different pressure re-
gimes: an ion cyclotron resonance spectrometer”(a) (ICR,
~107* Pa, 1Torr=133.3224Pa), a high pressure mass
spectrometer'’® (HPMS, 100-1000 Pa), or a flowing
afterglow'”"® apparatus (FA, 100—1000 Pa). Questions have
been raised about whether thermodynamic equilibrium is in
fact attained at the low pressures of an ICR experiment (in
spite of the long reaction times employed); the generally
goud agreement between thermochemical scales determined
through ICR experiments and those from higher pressure
HPMS and FA measurements argues in favor of the validity
of the ICR scales.

2.2.2. Relative Gas Basicities from Bracketing Experiments

In some cases, measurements of proton transfer equilib-
rium constants are difficult or impossible. This happens
when M is an unstable molecule, or in systems where MH™
undergoes fast reactions with M, or a reaction other than
proton transfer with R, see reaction (10). In these cases, up-
per and lower bounds of the basicity can usually be esti-
mated through the technique known as ‘‘bracketing.’”’ The
ion MH" is reacted with a series of molecules, R; and R, in
reactions (19) and (20), and the occurrence or nonoccurrence
of proton transfer is noted:

MH™+R,—no proton transfer, (19)
MH™ +R,—R,H* +M. (20)

Under the assumption that proton transfer will be observed
only if the reaction is associated with a negative value of the
Gibbs free energy change. the basicity of M is taken to be
between the basicities of R, and R,. Note that since it is the
Gibbs free energy change that determines whether proton
transfer occurs. the quantity that is bracketed is the gas ba-
sicity and not necessarily the proton affinity.

Results obtained from bracketing experiments are gener-
ally less reliable than those obtained from other types of
experiments because of numerous possible complications.
For example. exothermic proton transfer reactions sometimes
do not oceur if there is an energetically favorable alternate
channel open to the reactants. If there are several isomeric
structures of the species involved in reactions (19) or (20).
the observed proton transter reaction may be accompanied
by « rearrangement of those species in the reaction complex
1o more stable structures: in this case. the observed "“brack-
eting” does not reflect the thermochemistry of the expected
proton transfer reaction.

J. Phys. Chem. Ret. Data, Vol. 27, No. 3, 1998

2.2.3. Relative Proton Affinity Data from the “Kinetic Method”

Another often-used approach is based on the observation
of the collision-induced dissociation of proton-bound dimer
ions, here written as M-H™-R, formed in association reac-
tions:

M-H"-R—MH"+R 2n
—RH"+M. (22)

A semi-quantitative relationship‘s‘19 between the ratios of the
two product ions and the relative proton affinities has been
developed, and can be used to derive relative proton affinity
values of M and R provided the entropy changes associated
with processes (21) and (22) are similar. Clearly, the ratio of

. rate coefficients for reactions (21) and (22) is equal to the

ratio of the product ions, [MHTJ[RH™] Applying an
Arrhenius-type relationship to each of the unimolecular de-
compositions yields

I“{[MH+]/[RH+]} = I"{knnm /kanz}
=(Era2— Ern20) /R, (23)

where the E’s are the activation energies of the reactions,
and the familiar frequency factors or A factors cancel out if
the entropy changes for reactions (21) and (22) are similar. If
it is assumed that the reverse of reactions of (21) and (22)
occur with no activation barriers, then Epg;0— Egpy
= APA(M,R), which can be substituted into Eq. (23), yield-
ing

in{[MH*J[RH* }=APA(M,R)/R,T. (24)

Measuring and plotting the ratio in Eq. (24) against the pro-
ton affinities of a series of reference molecules, R, results in
a straight line if the temperature is effectively constant. The
proton affinity of M is determined from where the line inter-
cepts the PA axis. The value of PA(M) determined by this
method depends on the PA values used for each of the ref-
erence bases, R, which are being re-evaluated. For this rea-
son, data obtained by this method are tabulated in this com-
pilation as if they were *‘bracketed”’ by the PA values of the
nearest bases below and above where the plotted line crosses
zero.

2.2.4. Relative Gas Basicity/Proton Affinity Data from the
“Thermokinetic Method”

Still another approach developed recently to determine gas
basicity or proton affinity information uses a correlation ob-
served between the measured reaction efficiency (RE} of a
process like reaction (25) and the corresponding Gibbs free
energy change20

MH*+B—M+BH". (25)
The observed correlation is expressed as

~ () , —
RE=kpyas/keoi=[1 ~expl AG s + AG/R,T] ™,
(26)
where kg,as and kg are the experimental and collision®' rate
coefficients. respectively. for reaction (25), AGYas is the



GAS PHASE BASICITIES AND PROTON AFFINITIES OF MOLECULES 417

standard free energy change and «_\ij is an ‘‘apparent’’ en-
ergy barrier for reaction (25). Substituting GB(M,T)
—GB(B,T) for AGY s into Eq. (26) yields:

RE=(1+exp{[GB(M,T)—GB(B,T)+~AG 1/R,T}) .
(27)

By measuring and plotting the reaction efficiency of MH™"
with a series of bases, B, of known gas basicity, the gas
basicity of M, GB(M,T), can be evaluated.

This method appears to be well suited to the study of
unstable or labile molecules, M, but whose protonated ions,
MH™, can be generated from a suitable precursor and whose
reactivity with a series of bases can be measured. An ex-
ample is the recent measurement®® of the proton affinity of
the imine CH,=NH. This molecule is not stable enough to
permit an equilibrium type measurement but its protonated
ion, CH,=NH, , could be generated in the gas phase by

a-cleavage of amine radical cations according to:
CH3CH2NH'2+—>CH2:NH2++CH3- (28)

Clearly, values for GB(M,T) obtained by this correlation
depend upon values used for the gas basicities of the series
of reference bases, which are being re-evaluated here. As the
values for the reference bases change, GB(M,T) must be
re-determined from a plot of Eq. {27). For this reason, data
obtained by this method are tabulated in this compilation as
if they were bracketed by the GB values of the nearest bases
below and above that of M.

2.2.5. Other Sources of Relative Proton Affinity Data

Quantitative information about relative proton affinities
has also been obtained through the determination of the en-
ergy barrier associated with endothermic proton transfer re-
actions through an Arrhenius treatment of the temperature
dependence of the rate coefficients. Also. determinations of
the equilibrium constants of association reactions:

AH™+B—ABH" (29)

can give values for enthalpies of formation of the product
ion, ABH™. provided the enthalpies of formation of AH™
and B are known: if the enthalpy of formation of AB is also
known. its proton affinity can be derived.

2.3. Remarks Concerning Temperature Dependence
of Proton Affinities and Protonation Entropies

The experimental determinations of proton affinities and
protonation entropies that are derived from equilibrium pro-
ton transfer measurements were performed at various tem-
peratures mostly at or above 298 K and below 700 K. A
valid guestion may be how do absolute proton affinities and
protonation entropies vary with temperature. Differentiating
Eqg. (31 with respect to tlemperature gives

APANI T = = aAH /6T

= C,(H‘3~(‘;‘|NI)—CfoIH o (30

I

where the C’s are the molar heat capacities at constant pres-
sure of the parenthetically indicated species. At room tem-
perature and above, C p(H’) is assumed to have the classical
value of (5/2)R,., while CP(MH') will be close to but
greater than CP(M). Thus, the difference in absolute proton
affinity of M at 298 and 600 K will be less than 6.2 kJ mol ™'
but still a nontrivial temperature dependence.

The relative proton affinities, APA(M,R), of a pair of mol-
ecules M and R in reaction (10), or the enthalpy change of
reaction (10), is essentially temperature independent, i.e.,

_AHgnlO(Tl)=PA(M-T|)_PA(R,TI)
=~ _AHgnIO( T,)
=PA(M,T,)— PA(R,T1). (31)

This follows from what was found above about the tempera-
ture dependence of an individual molecule. but can be shown
more formally by differentiating Eq. (15) with respect to
temperature

JAPAM.RY T=—dAHY, o/ 0T
=C,(RH")+ C,{(M)~ C,(MH*)— C,(R)
(32)

and noting that because of the structural similarities of reac-
tants and products the heat capacity terms of Eq. (32) will
essentially cancel to zero. When a relative proton affinity is
derived from a van’t Hoff analysis of a proton transfer equi-
librium over a suitable temperature range, it is safe to assume
that AH?{MO is independent of temperature over that range.
The above discussion suggests that the temperature indepen-
dence of AHY,,, can be safely assumed throughout the range
298 K= T=<600 K. This feature is actually a generally ob-
served phenomenon for reactions in which the number of
reactants and products is the same, as is the case for proton
transfer reactions. Similar considerations also apply to rela-
tive protonation entropies, IL.c.,

ASpaio(T1)=AS,(M.T|)~AS(R.T)
~ASgn10(T2)
=AS(M.T5)—AS(R.Ty).  (33)

This is the reason that the relative proton atfinities
[APA(M.R)] and relative  protonation  entropies
[.\ASP(M.R)]. defined by Eqgs. (15) and (16), are not written
as being explicitly temperature dependent. Thus, in those
instances where this evaluation relies on relative proton af-
finity data that are derived from a van't Hoff analysis [Eq.
{17)] over a temperature range that may be far removed from
298 K. within the uncertainty of such measurements, it is
considered appropriate to apply the derived relative proton
affinity to the 298 K PA value of molecule R to deduce a 298
K PA value of molecule M according to Eq. (15). Likewise
for the relative entropy of protonation. In this evaluation. the
proton affinity scale uses as its primary anchor point the 298
K proton affinity value for NH;. In Table 1. which lists the

1 Phye Chem Ref Nata Vnl 27 Nn 2 1008
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TABLE A. Bases whose proton affinities were determined absolutely or de-
rived from the procedure described in Sec. 5

Base Reg. No.  GB(298)'  PA(298)  AS,(298)°
(CHy);N 75-50-3 918.1 948.9 56
pyridine 110-86-1 898.1 930.0 2.0
(CH;),NH 124-40-3 896.5 929.5 -20
C,H;NH, 75-04-7 878.0 912.0 -5.1
CH,NH, 74-89-5 864.5 899.0 -7
NH, 7664-41-7 819.0 853.6 ~6.4
CH,CO 463-51-4 793.6 825.3 24
(CH,),CO 67-64-1 782.1 812.0 8.7
(CHy),CCH,  115-11-7 775.6 802.1 20.0
(CH,),0 115-10-6 764.5 792.0 16.5
C,HCN 107-12-0 763.0 794.1 47
CeHsCH, 108-88-3 756.3 784.0 16
CH,CHCN 107-13-1 753.7 784.7 4.9
HCOOCH, 107-31-3 751.5 782.5 5.0
CH;CN 75-05-8 748.0 779.2 43
CH;CHO 75-07-0 736.5 768.5 L5
CI1;,011 67-56-1 724.5 754.3 9
CH,CHCH,  115-07-1 722.7 751.6 12
CH,0 50-00-0 683.3 712.9 9.5
H,S 7783-06-4 673.8 705 43
H.O 7732-18-5 660.0 691.0 5.0
cs, 75-15-0 657.7 6819 2
CH,CH, 74-85-1 651.5 680.5 iLs
co 630-08-0 562.8 594.0 42
co, 124-38-9 515.8 540.5 26

*In units of kJ mol ™",
®In units of J (mol K)~".

evaluated gas basicity, proton affinity and protonation en-
tropy of each molecule considered, all these quantities are
therefore referred to a temperature of 298 K. If, however, the
present evaluation is used to compute a value of
AH{MH",T) using Eq. (3) at a temperature different than
298 K, the above mentioned temperature dependence of the
proton affinity of M will have to be considered.

3. Evaluation of Absolute Proton Affinities
from lonization Threshold Measurements

The proton affinity of a species, M. can be determined
absolutely if all of the enthalpies of formation indicated in
Eq. (3) are known. Values of AH{(M.298 K) are reliably
known tor a number of species, M, as well as the proton’s
enthalpy of formation [AH{H™.298 K)=1530kJ mol~'].
Values for AH{MH7™.298 K) are known for a much smaller
set of MH™: they are mainlv derived from ionization thresh-
old measurements according to reactions (8) or (9). Here in
Sec. 3 1s a description of experiments that lead to values of
AHUMH™.298 K and thus to absolute values of PA(M, 298
K1 for ten molecules that are independent of equilibrium
thermochemical scales and depend only on auxiliary thermo-
chemical data for precursor and product molecules. i.e.. for
the MNH and N species in reaction (9). respectively. In all
cases in this section, the most recent and reliable values of
the auxiliary data are used. which may differ from that used
in the original papers. The absolute proton affinity values for
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these 10 compounds, along with their gas basicities and en-
tropies of protonation, are summarized in Table A. Table A
also contains the same data for 15 other molecules whose
values have been evaluated by the procedure described in
Sec. 5.

3.1. Ketene: CH,CO

The PA(CH,CO) is defined by the enthalpy change of the
reaction:

CH,CO+H*—CH,;CO". (34)

Traeger et al.,” have measured appearance energies for the
acetyl cation, CH;CO™, formed by photoionization of a se-
ries of methyl ketones and have dectermined an cnthalpy of
formation for the acetyl cation as AHY(CH;CO*,298 K)
=(657.0=1.5) ki mol™!. Taking AH°(CH,CO,298 K)**
=(—47.7+2.5) kI mol™! yields PA(CH,CO0,298 K)
=(825.3+3) kI mol™" and is the selected value for this
evaluation.

For comparison, Smith and Radom'? have calculated a
298 K PA value for ketene as 825.0 kJ mol !, indistinguish-
able from the photoionization value. The selected value for
the entropy of protonation comes from East er al.,'> who
calculate  AS,(CH,CO,298 K)=2.4J (mol K)~'. The se-
lected value for GB(CH,CO0,298 K)=(793.6=3) kJ mol ..

3.2. Isobutene: (CH3),CCH,

The proton affinity of isobutene is defined by the enthalpy
change associated with the reaction:

(CH;),CCH,+H" —tert-C,Hy . (35)

It was recognized in the 1984 scale of gas basicities/proton
affinities’ that the enthalpy of formation of tert-C,H, was
not as well established as that for ethyl or sec-propyl cations,
and so the PA of isobutene was in need of additional cor-
roborating evidence. The value cited for the enthalpy of for-
mation of tert-CyHg in the -earlier publication' was
694 kJ mol ™!, based on several apparently consistent pieces
of data (appearance energy measurements. an ionization en-
ergy for the tert-butyl radical, and a chloride ion transfer
equilibrium constant). However, in each instance, there is
some uncertainty. usually in the supporting thermochemical
data. Indeed, one of the reasons for updating this gas
basicity/proton affinity scale is due to the recognition that the
proton affinity span between isobutene and NH; was not as
indicated in the 1984 scale. This discrepancy was first noted
by Meot—-Ner(Mautner) and Sieck'* and confirmed by Szu-
lejko and McMahon."

The first indication that it was the proton affinity of
isobutene that was in need of significant revision came from
the calculations of Smith and Radom,'* whose ab initio re-
sults put PA[(CH;),CCH,.298 K]=802.1 kJ mol~". The first
experimental verification that the proton atfinity of isobutene
needed revision came from the extensive thermochemical
ladder of Szulejko and McMahon.'” in which the proton af-
finity of CO was used as the anchor point. Since then two
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more recent determinations of A H%(tert-C4Hy ,298 K) have
appeared that are consistent with: each other and with the
present thermochemical scale. Keister eral.”® measured
AHO(tert-C,Hy ,298 K)=(711+3.6) kJ mol "' by dissocia-
tive ionization of a supersonically cooled beam of tert-butyl
iodide using the photoelectron photoion coincidence tech-
nique. Most of the uncertainty in their result comes from the
uncertainty in A H(tert-C4Hol,298 K)?°=( —72.0+3.3)
kJ mol™". Traeger’” used threshold photoionization mass
spectrometry and  measured  AH(tert-C,Hy ,298 K)
=(711.4=1.1) kJ mol~! from the appearance energies of
tert-C4Hy from isobutane, neopentane and tert-butyl iodide,
in excellent agreement with the Keister er al. results. Using
the average of these experimental estimates for
AHO(tert-C,Hg ,298 K) and using
A;H°[(CH;),CCH,,298 K= (- 16.9+0.9) kJ mol ™!
yields PA[(CH;),CCH,,298 K]=(802.1+1.4) kJ mol !,
which is in excellent agreement with the calculations of
Smith and Radom'? and is the selected value in this compi-
lation. For AS,[(CH3),CCH,,298 K], an average of various
experimental determinations and a value calculated by East
et al:'* is used and assigned 207 (mol K)™!, which sets
GBI[(CH3),CCH,.298 K]=(775.6+1.2) kJ mol .

As indicated by Traeger,”’ accepting these new values of
PA[(CH;),CCH, 298 K] and AH (tert-C,Hy 298 K) re-
quires some changes in the accepted enthalpy of formation of
the tert-butyl radical or of its ionization energy. More recent
estimates of AH (tert-C,H,,298 K) put that value at (46.0
+2.5)* kI mol ™' and at (51.3% 1.8)* kJ mol~'. At the time
of the 1984 evaluation,' this value was considered to vary
from 35 to 44 kJ mol™".

3.3. Acetaldehyde: CH,CHO

The proton affinity of acetaldehyde is defined as the en-
thalpy change associated with the reaction:

CH;CHO+H™—CH;CHOH". (36)

Ruscic and Berkowitz* have determined the 0 K appear-
ance energy of CH;CHOH™ from C,H;OH as (10.801
*0.005) eV using photoionization mass spectrometry. As-
suming that the thermal (H(Z’%—HSJ correction needed for
CH;CHOH™ is intermediate between that for CH;CHO and
C.HsOH. they derive a value of AH"(CH,CHOH .298 K)
<(5954=04 kImol " [(1423 = 0.1) kcal mol™'].
These authors™ comment further on the inequalities by say-
ing “"Although this is rigorously a lower limit, it is very
likely close to the true value. since it is based on an appear-
ance potential of a first fragment resulting from a simple
bond cleavage.” Bogan er al.’ also determined the appear-
ance energy of CHiCHOH™ from C-H:OH as 10.8] eV us-
ing a discharge flow photoionization mass spectrometer, in
close agreement with Ruscic and Berkowitz.™ Accepting
AAHMCHCHO298 KiT0=1—166.1=0.5) kI mol ™! gives
PA{CH;CHO.298 K1=1768.5=1.6) kJ mol "' and is taken as
the selected value for this evaluation.

Smith and Radom'? have calculated a 298 K proton affin-
ity value for CH;CHO of 770.2 kJ mol ™}, in good agreement
with the experimental values above. East er al.'? calculate a
ASP(CH3CHO,298 K)=1.5J (mol K)~ .. Using as selected
values the experimental results for proton affinity>>*! and the
theoretical value'® for the entropy of protonation of
CH,CHO puts GB(CH;CHO,298 K)=(736.5*1.6)
kJ mol ™%,

3.4. Propene: CH;CHCH,

The proton affinity of CH;CH=CH, is defined as the en-
thalpy change for the reaction:

CH;CHCH,+H™ —sec-C;H7 . (37)

Rosenstock ez al.™ determined appearance energies for
sec-C3H;  from 2-C3H,Br and 2-CHyI as (1042
+0.00) eV and (9.77+0.02) eV, respectively, using the
photoclectron  photoion  coincidence  technique.  Using
A¢H®(2-C3H;Br,298 K)**=(-98.3+0.9) kJ mol ! and
AH (2-C3H,1,298 K)**=(41.6+1.7) kI mol™! and related
thermal  corrections®®  yielded the values (799.6
=2) kImol ™! and (798.7+3) kJ mol !, respectively, for
the enthalpy of formation of sec-C;H; at 298 K formed from
2-C3H;Br and 2-C;H;I.  Baer™ similarly reported
AH(sec-C3H7 ,298 K)=(798.3+4) kI mol . Using
A¢H°(CH;CHCH, 298 K)*=(20.1+0.8) kI mol~' and an
average of the above experimental values for AH'(sec-
C3H; 298 K), yields PA(CH;CHCH,,298 K)=(751.6+3)
kJ mol™' and is the selected value. For comparison. Smith
and Radom'? calculated a 298 K proton affinity for propene
of 744.3 kJ mol ™.

For the entropy of protonation, the selected value.
AS,(CH;CHCH,.298 K}=12J (mol K)~' comes from East
er al.” Based on these values, the selected gas basicity value
is GB(CH,CHCH,.298 K)=(722.7+3) kJ mol .

3.5. Formaldehyde: CH,O

The proton affinity of formaldehvde is defined by the en-
thalpy change accompanying the process:

CH.0+H™—CH.OH". (38)

Traeger and Holmes™ measured an appearance energy of
(11.5780.007) eV for CH,OH™ from CH;OH, resulting in
a  AHO(CH.OH™.298 K)=(708.5+0.8) kJ mol ", Using
AHYCH,0.298 K1 =(—108.80.8) kJ mol ' sets
PA(CH,0.298 K)=(712.9=1.1) ki mol~'. For comparison.
Smith and Radom'" calculated a 298 K proton affinity for
formaldehvde of 711.8 kImol™'. East eral' computed
ASHCH,0.298 K)=9.5J {tmol K)™'. The selected values for
this evaluation uses the experimental PA value derived from
the appearance energy measurement™ and the theoretical en-
tropy  of  protonation''  which  combined
GBICH-0.298 K1=1683.3= 1.1 ki mol ™",

gives
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3.6. Hydrogen sulfide: H,S

The proton affinity of H,S is defined by the enthalpy
change for the reaction:

H,S+H"—H;S". (39)

Prest et al.*> and Walters and Blais*® have determined ap-
pearance energies for H;S* from the van der Waals dimer
(H,S), as (10.249x0.012) eV and (10.263=0.010) eV, re-
spectively.  Using  AH°(H,S,298 K)*7=(—20.6+0.8)
kImol™,  AHO(HS,298 K)V=(139.3=5) kI mol !, the
thermal corrections® for H,S and HS, taking the dimeriza-
tion energy in (H,S), as 6 kJ mol ™!, and assuming the ther-
mal correction for H;S™ is equal to that for the isoelectronic
PH;, results in estimates for AH°(H;S™, 298 K) of (803.8
+5.2) kJ mol™! and (805.1%5.2) kJ mol~!. Taking the av-
erage of these two estimates results in a PA(H,S,298 K)
=(705.0+53) kI mol ™!, and is the selected value For com-
parison. Smith and Radom'’> computed a value of
707.7 kJ mol~! for this quantity. The selected value for
AS,(H,S.298 K)=4.3 ] (mol K)™! based on the difference in
absolute entropies®” of PH; and H,S. These correspond to
GB(H,S8,298 K)=(673.8+5.3) k] mol .

3.7. Water: H,0

The proton affinity of H,O is defined by the reaction:
H,0+H"—H,0". (40)

Ng et al.®® measured an appearance energy of (11.73
+0.03) eV for HO" from the van der Waals dimer (H,0),.
Using AH°(H,0,298 K)*'=(—241.8+20.04) kJ mol ™',
AHO(OH.298 K)*7=(39.0+1.2) k] mol !, thermal correc-
tions for H.O and OH. a dimerization® binding energy of
16 kJ mol ™! for (H,0), . and approximating the thermal cor-
rection for H;O0" to be that of NH;, yields
AHY(H;07.298 K)=(592.6+5) kJ mol~'. This leads to a
proton affinity value of (695.6+5) kJ mol™!. For compari-
son. Smith and Radom'” and Pople and Curtiss™ calculate
values of 688.4 and 691.6 kI mol™'. Because of the rather
large and uncertain binding energy of the van der Waals
dimer. the selected value for PA(H.0.298 K)=(691=3)
kJ mol ! is based on the theoretical estimations'*** and also
on a proton transter equilibrium measurement.*® A value of
AS,(H:0.298 K)=3J (mol K) ™' s selected from  East
etal.'® corresponding 1o a selected GB(H-0.298 K}
=(660.0=3) kJ mol ™.

3.8. Ethene: CH,CH,
The proton aftinity of ethene is defined according to the
enthalpy change:
CH-CH--H"—C-H:. (411

Ruscic er al.*' determined an adiabatic ionization energy
of (8.117=0.0081 eV for the ethyl radical. Using a value of
AHICHO 0 KT =018 6= 17 kI mal” ! and reported
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vibrational frequencies for the ethyl radical™ and the ethyl
cation** for the necessary thermal corrections yields
AH(C,HS 298 K)=(902+1.9) kJ mol . Rosenstock
et al.* using the photoelectron photoion coincidence tech-
nique, measurcd an appcarance cnergy of (10.5220.01) eV
for C,H; from C,Hsl. Using a value of
AH(C,Hs1,298 K)=—7.7 kJ mol ™! and thermal corrections
for T and C,H,T given by Wagman et al ¥ and estfimating the
thermal correction for ethyl cation as indicated above, results
in AH(C,H{ ,298 K)=(903.1x2) kJ mol™'. Baer,”® using
the same technique and the same system as Rosenstock
et al.,’? obtained an appearance energy of 10.49 eV, result-
ing in the slightly lower value of AH°(C,HI 298 K)
=900.2 kJ mol™!. Using. the average of these three values
yields AgH°(C,Hy ,298 K)=(901.8=1.5) kI mol ', Accept-
ing the value AH°(C,H,,298 K)*=(52.3+0.8) kI mol ™!
yields PA(C,H,,298 K)=(680.5*=1.7) and is the selected
value.

Smith and Radom'’ calculate a 298 K PA value
681.9 kJ mol ™!, in good agreement with the experimental
values. A valne of AS (C,H, 298 K)=11 51T (mal K)7!is
selected as an average of various experimental determina-
tions and a theoretical value,"”® and GB(C,H,.298 K)
=(651.5+1.7) kJ mol .

3.9. Carbon Monoxide: CO

The proton affinity of CO is specified by the enthalpy
change associated with the reaction:

CO+H"—HCO™. {42)

The gas phase protonation thermochemistry of CO is
rather unique in that experimental spectroscopic and thermo-
chemical information exists for both CO and the formyl cat-
ion (HCO™). Armed with such data, the PA, GB and ASp of
CO can be specified entirely from experimental studies sub-
ject only to the uncertainties associated with appearance en-
ergy measurements and the thermochemical quantities of rel-
evant precursors. The proton affinity, gas basicity and
protonation entropy of CO is an excellent choice to anchor a
proton affinity ladder as in fact it was by one of the principal
data sets used in this evaluation.'” Unfortunately, the posi-
tion of CO in the PA scale is rather near the bottom, sepa-
rated by a scarcity of molecules for confidently linking it to
the upper part of the scale.

Traeger™® reported an appearance energy of HCO™ from
HCOOH as 1276 eV from which a value of
AHY(HCO™.298 K)=(825.6=2.7) kI mol ™" is derived. Us-
ing AHY(C0O.298 K)Y'=(—110.5x0.2) kJ mol ™" results in
PA(CO.298 K)=(594+3) k} mol~'. and is the selected value
for this quantity.

Protonated CO has been completely spectroscopically
characterized in the microwave and infrared regions. In a
microwave measurement. Woods er al.*® observed the /=0
—1 rotational transition at 89.188 MHz. Both Gudeman
etal™ and Amano™ have reported v, =3088.7cm .
Kawaguchi er «l ™ have measured the doubly degenerate
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bending mode at v,=828.2cm™'. Foster er al.>® have re-
ported a value for v;=2183.9 cm~!. Each of the vibrational
studies have revealed P and R branch structures which prove
that HCO™ is linear and have rotational line separations con-
sistent with each other and with the microwave measure-
ments. From these spectroscopic data for HCO™ the absolute
entropy of HCO™ can be calculated. yielding the protonation
entropy of CO at any temperature. They yield
AS,(CO.298 K)=4.2 J (mol K)~'. which is the selected
value for this quantity.

Kormornicki and Dixon™* report a calculated 298 K proton
affinity of CO as 593.1 kJ mol ™', while Smith and Radom'”
report a value 593.0 kJ mol™', both of which agree well with
values derived from the above appearance measurement.
East ef al."’ report AS,(CO.298 K)=3.8J (mol K)™', close
to value determined using spectroscopic data.

3.10. Carbon Dioxide: CO,

The proton affinity of CO, is the enthalpy change associ-
ated with the process:

CO,+H*—CO,H". (43)

In a photoelectron photoion coincidence measurement,
Ruscic ef al.™* determined an appearance energy of (12.30
%0.02) eV for CO,H" from formic acid (HCO,H). Using a
AHO(HCO,H,298 K)=(—378.7+0.4) kI mol~'.® and the
thermal correction for HCO,H and estimating the thermal
correction for CO,H™ using theoretical vibrational
frequencies ™ yields an estimate of
AHY(CO,H™ 298 K)=(596+2) ki mol™'. This corresponds
to  PA(CO,.298 K)=(540.5=2) kJmol™!  based on
AH(CO,.298 K)'=(—393.5+0.1) kJ mol ™", Traeger and
Kompe™ used photoionization mass spectrometry to measure
appearance energies of CO,H™ from a series of carboxylic
acid precursors. As a mean value from their measurements.
they arrive at AH°(CO-H™.298 K)=(600=3) kJ mol ™"
specifically. however. the appearance energy of CO,H™ from
HCO-H was 12.31 eV. in close agreement with the Ruscic
value.

For comparison. Kormornicki and Dixon™ calculate a PA
value of 541.0 kJ mol ~" while Smith and Radom'* calculate
539.3 KJ mol ™" both at 298 K and both close 10 the experi-
mental value. The selected value of PA(CO-.298 K) is
(540.5=2) kJ mol ™', based on the above appearance obser-
vations, For AS5,(C0O,.298 K) the value from East er al." is
chosen.  26Jtmol K)7'.  which puts GB(CO-.298 K}
=(515.8=21 kJ mol .

4. Evaluation of Thermodynamic Ladders

The proton atfinity and gas basicity scales presented here
result primarily from an evaluation of a large body of inter-
related data comprising a long thermochemical ladder. Since
such a thermochemical scale imposes the requirements of
internal consistency in three parameters. AG" tat ditferent
temperaturest. A and ASY. the evaluation of such data

necessarily requires that the complete scale be evaluated as a
whole. That is. a compound-by-compound evaluation of the
data for individual compounds is not possible, but at the
same time, final values for the proton affinities and entropy
changes for individual compounds must be consistent with
what is known about enthalpies of formation of the relevant
ion, MH™, and molecule, M, as well as with entropy changes
for the protonation reaction that would be predicted from
statistical mechanics and values (when available) of absolute
entropies of the relevant species. In addition, trends in ho-
mologous series or compounds of a particular structural type
must make sense.

The evaluation of such a body of data, therefore. presents
a particular challenge. The strategy followed here, to sum-
marize the discussion briefly, is: (a) to compare directly the
data from four extensive gas basicity scales obtained over a
long period of time in four different laboratories; (b) to find
that nearly all disagreements among the scales consist of
relative ‘‘contractions’” or ‘‘expansions’’ of the scales
(which are known (o be attributed to problems in temperature
measurements in the earlier studies), and to proceed to
‘‘standardize’’ the various scales (i.e., to make appropriate
corrections for temperature); (c) to use the recently published
theoretical values for proton affinities’> and entropy
changes" as a guide to assigning absolute proton affinity
values and evaluating entropy changes; and (d) to examine
the resulting gas basicity and proton affinity scales
compound-by-compound to verify internal consistency and
“‘reasonableness’” of all the proton affinity and entropy
change values.

The evaluation of gas basicity/proton affinity scales pre-
sented here takes as its starting point an evaluation of several
extensive thermochemical ladders generated in different
laboratories over a wide time range. These are:

(1) The data of Kebarle—Lau: The early high pressure
mass spectrometric proton transfer equilibrium constant dc-
terminations carried out in the laboratory of Kebarle® =% and
summarized in the 1979 thesis of Lau® include only a few
entropy change determinations. Comparison of this scale
with more recent work (see items 3 and 4, below) indicates
that the scale is slightly constricted: if one takes the operat-
ing temperature as 650 K rather than 600 K. the scale is
expanded [Eq. (11)]. bringing it into good agreement with
the recent results.

{2) The data of Taft et al: The large body of work ema-
nating from the ICR laboratory of Taft and collaborators was
published in dozens of research papers and summarized by
Taft in reviews.*® An updated comprehensive list of these
determinations was made available to the present authors by
Taft.®* For the original measurements of gas basicities. the
temperature of the ICR cell was not measured. but assumed
to be 300 K. Subsequently. it has been determined that in
many cases ICR cells thought to operate at “'room tempera-
tre”” were actually operating at higher temperatures. At the
time of the 1984 evaluation.' Taft had estimated the operat-
ing temperature of the ICR cell 1o be 320 K. so the scale
reported there was corrected to that temperature. A recent
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paper from that laboratory® cites a temperature of 373 K for
the operating temperature of the cell. Although the extensive
scale of ICR data originated from experiments in which, as
we now know, the exact temperature is ill-defined, the great
value of this large body of data for multiply interconnected
thermochemical steps mitigates in favor of making an at-
tempt to reconstruct the probable temperature. One aspect of
the current evaluation involved identifying the probable op-
erating temperature at which the bulk of the earlier data from
the Taft laboratory were taken. Therefore, multiple compari-
sons were made between the data in question and data from
equilibrium constant determinations in numerous other labo-
ratories where temperature measurements were carried out at
the time of the experiments (including ICR, flowing after-
glow, and high pressure mass spectrometry determinations);
in general, current analysis indicates that had the operating
temperature for the Taft laboratory measurements been
(350£5) K for that part of the scale above water, the Gibbs
free energy changes measured would maich well. Accord-
ingly, in the present evaluation, Gibbs free energy values
reported in these early studies™ (which covered the scale
above water) have been corrected [Eq. (11)] by multiplying
originally reported Gibbs free energy values by 350/300. The
lower portion of the basicity scale was better matched by
assuming an operating temperature of 320 K; these conclu-
sions were confirmed by one of the authors of the series of
papers from that laboratory.%®

(3) The data of Meot-Ner (Mautner)—Sieck: In 1991,
Meot-Ner (Mautner) and Sieck'* determined a scale of
temperature-dependent proton transfer equilibrium constants
using high pressure mass spectrometry. This study reported
that the span between the proton affinities of isobutene and
ammonia was 50.6 kI mol™'; since this span had been
evaluated' in 1984 to be 33.5 kJ mol ™', based on the earlier
(constricted) scales reported in the literature, the Meot-Ner
(Mautner)-Sieck paper gave a strong indication that a re-
evaluation of the entire scale was needed. After the appear-
ance of the results by Szulejko and McMahon'>*™ (see item
4. below). Sieck carefully re-measured certain sections of the
scale where there were discrepancies between the two sets of
results. getting slightly different results for some equilibrium
constants: those revised results'® have been made available
for this evaluation. In particular. the authors found that their
thermochemical ladder as originally reported was somewhat
expanded in the region of the scale between acetaldehyde
and methyl acetate: an adjustment by a factor of 0.87, is
recommended by Sieck. and has been adopted in this evalu-
ation.

(+) The data of Szulejko—McMahon: Szulejko and Mc-
Mahon published similar proton affinity scales determining
temperature-dependent equilibrium constants in a high pres-
sure mass spectrometer in 1991 and 1993."*™ These re-
sults confirmed the expansion of the gas basicity/proton af-
finity scales as reported by Meot-Ner (Mautner) and Sieck.'

(3) The data of Smith—Radom: Smith and Radom '~ pro-
duced a scale of proton affinity values generated by ab initio
computations. That scale included proton affinity values for
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31 molecules over an energy range of about 500 kJ mol™},
that is, values that effectively spanned most of the experi-
mental scale reported from equilibrium constant determina-
tions. The same group'? has also published a set of theoreti-
cally predicted values of entropy changes associated with
protonation of these molecules. These data based on theory
were used extensively as a tool for the evaluation of the
experimental data.

Except for small details, the experimental gas basicity
scales at 600 K from the three high pressure mass spectrom-
etry laboratories are in generally good agreement (after mak-
ing the temperature corrections described above). The scale
from the ion cyclotron resonance experiments is in good
agreement with the other three sets of results when the tem-
perature difference is taken into account.

However, the proton affinity scales derived from the van’t
Hoff plots of the three high pressure mass spectrometry data
sets!*71657-63 are in poor agreement. For this reason, the
starting point for the evaluation was not the reported proton
affinity scales,'*"'*°7% but rather the 600 and 350 K gas
basicity scales which appear to be well established from the
good agreement and internal consistency among data gener-
ated by Kebarle er al.’"™% Meot-Ner (Mautner) and
Sieck,'*'® Szuljeko and McMahon,'” and Taft et al.®%

Data on relative gas basicities from other laboratories were
related to particular molecules included in these extensive
scales, then treated the same as these data to generate proton
affinity values. Details of the procedure are described in
Sec. 5.

5. Generation of the Scale of Absolute
Proton Affinities from the Scale of Relative
Gas Basicities

5.1. Evaluation of Entropy Change Data

The current evaluation of proton affinity data relies
heavily on data from recent high pressure mass spectrometric
studies'*~'® in which entropy changes for individual proton
transfer reactions were determined experimentally by mea-
suring the equilibrium constants as a function of temperature.
In principle, these studies produce a scale of experimentally
derived entropy changes, and hence an experimental scale of
proton affinity values. However, from the disagreements be-
tween the data sets from Refs. 14 and 16 compared to data
from Ref. 15, it was obvious that at least one set of data
suffered from undefined experimental problems. Several op-
tions were explored by the two sets of researchers to explain
the differences; a suggestion, for example, that the Meot-Ner
(Mautner)—Sieck data were taken under conditions where the
ions underwent too few collisions to be thermally equili-
brated was tested. and found not to be the explanation for the
discrepancies.

A telling result appears to be the fact that the two labora-
tories do reproduce one another’s scales of Gibbs free energy
changes at 600 K. A value for a Gibbs free energy change
frelative gas basicity) of a proton transfer reaction is ob-
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tained directly from the measured equilibrium constant [Eq.
(11)], unlike the entropy and enthalpy changes of reaction
which require multiple measurements over a wide tempera-
ture range {Eq. (17)]. High pressure mass spectrometric van’t
Hoff plot determinations are performed typically at tempera-
tures between 450 and 650 K. Clustering reactions of proto-
nated molecules with polar neutral molecules frequently oc-
cur at the lower end of this temperature range, while
pyrolysis and isomerization reactions of molecules and ions
may ensue at the upper end. These types of processes, which
are difficult to detect and evaluate, may well conspire to
perturb the equilibrium constant measurement and yield in-
accurate van’t Hoff plots, that otherwise appear precise and
internally consistent. The Gibbs free energy changes mea-
sured at temperatures close to 600 K seem to suffer least
from the combined effects of clustering, isomerization, and
pyrolysis, judging from the good agreement between the dif-
ferent data sets. ICR experiments, generally carried out at a
temperature of about 350 K and at much lower pressures, are
apparently not as susceptible to errors resulting from cluster-
ing and pyrolysis.

For the above reasons, the entropy changes determined in
the high pressure mass spectrometric studies'*"!¢ were not
accepted as the *‘best’” values for relevant entropy changes,
although in some cases (where clustering and pyrolysis
would be expected to be minimal, and sufficient information
to carry out an estimate was missing), the data were used, or
consulted in making the final decision.

Entropy changes were instead derived through a combina-
tion of (a) estimating the entropy change from Gibbs free
energy change determinations and the corresponding calcu-
lated enthalpy changes;'? (b) comparing Gibbs free energy
changes measured in a high pressure mass spectrometer with
values taken at a lower temperature in an ICR; (c) comparing
values derived from the procedures described in {a) and (b)
with theoretically-calculated entropy changes'*®” and with
“‘expected’” values from statistical mechanics or from con-
siderations of isoelectronic species. A requirement of ‘‘rea-
sonableness’” and internal consistency was imposed on all
entropy change data adopted in the evaluation. Details are
given in Sections 5.2 and 5.3.

5.2. Procedures Followed in Evaluating Absolute
Proton Affinities from the Scale of Relative
Gas Basicities

The following steps were followed in producing an evalu-
ated proton affinity scale from the composite gas basicity
scale. This amounts in large part to carrying out an evalua-
tion of entropy changes for the proton transfer reactions.

(1) The relative gas basicity scales at 600 and 350 K were
related to the basicity of ammonia.

NH; ~B—BH ™ ~NH;. (44)
AGBIB.NH;.Ti= —AGR, (T (45)

Ammonia was chosen as the primary anchor for the scale
because It was considered that quantum chemical calcula-

tions lead to a reliable value for the proton affinity of this
molecule. Smith and Radom report computational values of
853.6 kJ mol™" at 298 K and 858.8 kJ mol™! at 600 K (in
good agreement with earlier ab initio results, % and also
incidentally, with the value of 853.3 kJ mol ™! recommended
in the previous evaluation').

Furthermore, the entropy change associated with protona-
tion of ammonia can be calculated reliably, since both NH;
and NH; have well-known structures and are devoid of com-
plications associated with internal rotors. nonclassical struc-
tures, internal solvation, and so on. Therefore, the absotute
gas basicity of ammonia at any given temperature can be
assigned with high reliability. The entropy change for the
half reaction associated with protonation of ammonia is
taken as —6.4 J (mol K)™! and —4.5J (mol K)™' at 298 and
600 K, respectively.

(2) The first set of standards comprising the primary
evaluated scale were taken to be the molecules included in
the ab initio calculations published by Smith and Radom.'?
This scale made up a ‘‘ladder’’ to which all other results

could be linked.

(a) Taking results from that publication'? for the absolute
enthalpy changes of reaction (44) for the 31 molecules,
and using that “‘theoretical’” proton affinity scale with
the corresponding Gibbs free energy changes taken
from the experimental scale of relative basicities at 600
K, values for AS %“44 were calculated. Since the entropy
change for the half reaction associated with protonation
of ammonia is known, this leads to a value for the
entropy change for protonation of molecule B. This
value for the entropy change was then evaluated to see
if it was reasonable. The requirement of ‘‘reasonable-
ness’’ included not only comparing the denved value
of ASg(B) with values predicted from statistical me-
chanics, or from comparisons with entropy changes de-
rived from absolutc entropies of isoelectronic species,
but also a comparison, when possible, with entropy
changes derived from theoretical calculations.'*®’

(b) The value of AG%,,,(600 K) and the value derived for
ASY,4, were used to estimate AGY,4,(350 K), assum-
ing that ASS ., is independent of temperature. When
this value was found to be in agreement with the
temperature-corrected experimental values reported by
Taft et al.* to within 4 kJ mol ™!, then the proton af-
finity, gas basicity, and entropy change for protonation
of B were considered 10 be established.

Note that this procedure amounts to using the *‘reasonable-
ness " of the value for the entropy change, as well as the
internal consistency among the different data sets, as a crite-
rion for the correctness of the evaluation. The required over-
all internal consistency also provides a secondary check on
the absolute values adopted for the proton affinities; primary
checks are agreements with values derived from absolute en-
thalpies of formation [Eq. (3)] where possible. This proce-
dure vielded a framework proton affinity/gas basicity ladder
including data for 25 molecules. and covering the proton
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affinity range from about 540 to 950 kJ mol~!. The gas ba-
sicities, entropy changes, and proton affinities used for these
compounds are listed in Table A.

(3) Data for other molecules were then referenced to one
or more of these primary standards, or to other molecules
with well-established gas basicities from the initial reference
scales. The extensive gas basicity scales, *1557-%5 a5 well as
measurements carried out to elucidate proton affinities of
molecules not included in those scales, could all be related to
the primary scale. There remained the problem of deriving
values for entropy changes for proton transfer to molecules
not included in the primary scale of 25 molecules (Table A).

(a)  For the compounds in the composite 600 K gas basicity
scale'*=1637-8% \which also appear in the 350 K gas ba-
sicity scale® from the ICR experiments, a value for the
entropy change was also derived from the difference in
these two points. This derived value was then evaluated
for reasonableness and internal consistency with en-
tropy changes assigned to other related molecules in
the scale.

(b) When a calculated entropy change was available,
the derived value was also compared to the calculated
value; in most cases there was very good agreement
between the values of AS S(B) derived from the experi-
mental basicity scales, but when there was a discrep-
ancy, if the ‘‘reasonableness’” of the entropy change
obtained in step (a) was questionable, the theoretical
value was chosen.

13.67

It should be noted that the evaluation procedure is, in fact,
an evaluation of the entire scale of gas basicities/proton af-
finities (rather than a compound-by-compound evaluation of
data for individual compounds), and imposes the require-
ment of internal consistency not only between scales mea-
sured at difterent temperatures, but also between values for
the entropy changes for protonation of the different com-
pounds included in the scales. That is, it is expected that
cntropy changes for protonation of all structurally similar
amines. alcohols. ketones. or aldehydes, for example, should
be similar. As mentioned before, most of the discrepancies
between the data sets reported by Meot-Ner (Mantner) and
Sieck'*' and by Szulejko and McMahon'*® disappear when
one ignores the reported proton affinity scales (e.g.. the en-
tropy change values). and takes as a starting point for the
evaluation the gas basicity scales at 600 K.

5.3. Sample Evaluations

(1) The evaluation of the gas basicity/proton affinity of
methyl amine. B=CH;NH.: The 600 K gas basicity ladders
reported by Meot-Ner (Mautner) and Sieck'* and Szulejko
and  McMahon"  give AGY,,, values of —45 and
—46 kJ mol *'. respectively. for reaction (44). The differ-
ence between the proton atfinity values for methyl amine and
for ammonia calculated by Smith  and Radom'® s
—47 kI mol ™. Averaging the two 600 K relative basicity
values. these data lead o a value of ASY.,,
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=~2.5J(mol K)™! for the entropy change of the proton
transfer between ammonia and methyl amine. Taking a value
of —6.4J (mol K) ! for the entropy change of the half reac-
tion associated with the protonation of ammonia, the entropy
change for the half reaction of protonation of methyl amine
derived from these results is —9 J (mol K)~'. To check if
this value is reasonable, first take the difference in the abso-
lute symmetry number corrected entropies of C,Hg (the iso-
electronic analog of CH;NHJ) and CH;NH, at 600 K; this
difference is —7.3 J (mol K) .. Taking the derived value of
the entropy change of reaction, one predicts a Gibbs free
energy change at 350 K for the proton transfer from NHI to
CH;NH, of —46 kJ mol !, The experimental value from the
expanded Taft scale® is —44.8 kJ mol™'. Since there is ex-
cellent internal agreement among the various gas basicity
scales, and the derived value of the entropy change for pro-
tonation of methyl amine is reasonable, the data are accepted
for the evaluation. Absolute values for the proton affinity and
gas basicity are assigned relative to the absolute values se-
lected for ammonia.

(2) The evaluation of the gas basicity/proton affinity of
isobutene, B=(CH3),CCH,: Smith and Radom'? compute a
value for the 298 K proton affinity of 802.1 kJ mol ™!, lead-
ing to an enthalpy change associated with proton transfer
from NH; of AHR,.,=51.5kJ mol™!. Meot-Ner (Mautner)
and Sieck' report a 600 K Gibbs free energy change of
38.5 kJ mol ™! for this reaction, but this is in the region of the
scale for which Sieck recommends a slightly greater value is
38.8 kJ mol~'. Szulejko and McMahon'® report a value of
32kJ mol™! for this quantity. Averaging these two values
and calculating a value for ASg,,, taking the enthalpy
change of reaction from the theoretical data, one obtains a
value of 26J(molK)~! for the protonation entropy of
isobutene. Taking the difference in absolute entropies at 298
K of isobutene and B(CHj);,* the isoelectronic analog of
the tert-butyl ion, one estimates that the entropy change for
the half reaction should be about 22 J (mol K)™!, in reason-
ably good agreement with the value derived from the data
analysis. Using these data, one predicts a value for the 350 K
Gibbs free energy change of the proton transfer reaction
from ammonia to isobutene of 42.2 kJ mol™", in close agree-
ment with the value taken from the expanded Taft scale.”
42.1 kJ mol ™.

(3) The evaluation of the gas basicity/proton affinity of
dimethyl ether, B=(CH3),0: Smith and Radom'? compute a
298 K proton affinity of 792 kJ mol~" for dimethyl ether,
which yields a calculated enthalpy change for proton transfer
from NH; of AH% ,,=61.6kImol™'. The corresponding
Gibbs free energy change, averaging the results from
Szulejko and McMahon!® and thc adjusted results from
Meot-Ner (Mautner) and Sieck.'* is 45.6 kJ mol™!. Using
these values as the enthalpy and Gibbs free energy for
reaction (44), a value of ASY =767 1(malK)~' and
AS[(CH;),01=20.3 J (mol K)™' is obtained. Combining
this ASy, 1, value with the averaged 600 K Gibbs free energy
change. one gets a 350 K Gibbs free energy value of
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52.3kJmol ™!, in good agreement with 53.5 kJ mol™' ob-
tained from the expanded Taft scale.”*

But how reasonable is this value for AS;[(CH3),0]
=20.3 J (mol K)~'? The difference in absolute entropies at
298 K between (CH;),NH [the isoelectronic neutral analog
of (CH3),0H™] and (CHj3),0 is about 7 J (mol K)™'. For the
present evaluation, this is not considered ‘‘reasonable’”’
agreement. However, a theoretically predicted value
obtained by East efal,” gives ASJ[(CH,),0]
=16.5J (mol K)~'. For this evaluation, the theoretically pre-
dicted value and the value derived from the present proce-
dure is deemed in good agreement. This may indicate some-
thing unusual about the protonation of ethers whose entropy
of protonation may not be reliably estimated using an iso-
electronic neutral analog, e.g., a much lower inversion bar-
rier is expected in the oxonium ion than in the amine.

5.4. Uncertainty of the Proton Affinity Scale

In Sec. 3, the standard uncertainty assigned to the absolute
proton affinity of thc molecules indicated is the usual root-
sum-of-squares combination of individual uncertainties asso-
ciated with relevant enthalpies of formation and the uncer-
tainty of some key measurement, such as an ionization or an
appearance energy. The uncertainty assigned to all of the
other molecules in this evaluation is based on our best judg-
ment using all the relevant information and a general knowl-
edge and experience with inter-locking thermochemical
scales and is considered to be about 8 kJ mol .

5.5. Problems Remaining

As discussed recently by Koppel, Anvia and Taft.% the
scale of gas basicities is not yet well established in the low
basicity region. that is, in the region of the scale below the
basicities of compounds such as water and hydrogen sulfide.
As pointed out by those authors. measurements made in ion
cyclotron resonance spectrometers are internally consistent,
but are inconsistent with data taken in high pressure mass
spectrometers (which data are themselves internally inconsis-
tent).

Without access to more information. it is not possible at
this time to resolve these discrepancies. Therefore. for that
part of the scale below propene. many of the suggested gas
basicity and proton affinity values are broad averages of
rather disparate contributing values or are based somewhat
indiscriminately on the most recent measurements.

6. Description of the Tables

Table | presents a summary of the evaluated proton affin-
ity and gas basicity data sorted by molecular formula accord-
ing to the Hill sort scheme.” The format is: molecular for-
mula in the Hill format: Chemical Abstracts Registry
Number: compound name or semiempirical formula: GB:
evaluated value of gas basicity in kJ mol ™1 PA: evaluated

value of proton aftinity in kJ mol ™0 AS, 1 evaluated entropy

change for the half reaction: M—MH". The last column
gives an indication of the reason for the AS, value assigned
to each compound. All of the thermochemical quantities are
referred to 298 K. Aside from indicating the reasons for AS,
values, references are not given in this table, since cited val-
ues may be derived from numerous references; the latter are
given in Table 2.

Some of the entries in the second column consist of a
Registry Number followed by a colon and a lower-case let-
ter. This indicates that the corresponding molecule has esti-
mates of proton affinity related to different sites of protona-
tion. An example is carbon monoxide (CO) which has two
entries as *630-08-0:a" (referring to protonation at C) and
*“630-0808:b’’ (referring ta protonation at O). Other entries
in this column begin with the “‘#°* character followed by a
number. These refer to molecules for which a Registry Num-
ber could not be found. The number following the *‘#’" char-
acter has meaning only as an internal indexing pointer for
this compilation.

The bold entries in the GB column indicate values that are
derived from bracketing measurements (see Section 2.2.2.).
The values so tabulated are the average GB values of the
bracketing partners. It is necessary to refer to Table 2 to
identify the bracketing partners and to get an indication of
what may be the range of values associated with this aver-
age. Most reports of bracketing measurements do not indi-
cate the temperature at which the observations are made.
Even in cases where temperature is indicated, the tabulated
values are averages of GB values referred to 298 K: no tem-
perature corrections are included in such averages.

Some of the entries in the PA and AS, columns contain
“NE.” This means that the protonation entropy is expected
to have a large negative value but which cannot be reliably
estimated. Most of the molecules having this entry are large.
flexible, polyfunctional molecules, such as polypeptides. for
which cyclization of the protonated molecule is expected and
for which only a gas basicity valuc has been reported. It is
necessary for such molecules to refer to Table 2 to determine
the temperature for which the tabulated GB value refers.

Since the site of protonation and the protonatrion entropy
of functionally similar molecules are expected to be nearly
equal. many AS, values are assigned to molecules based on
their type. Thus, all tertiary amines have the same AS, val-
ues as (CH;):N, all symmetrical secondary amines have the
same AS, values as (CH;)-NH and all unsymmetrical sec-
ondary amines have the same AS, values as (CH3),NH ad-
justed for the difference in rotational symmetry. Similarly.
all symmetrical ketones have the same AS, values as ac-
etone: unsymmetrical ketones have the value of symmetrical
ketones modified for the symmetry difference. Molecules
which protonate at an alkene function and give rise (o a free
internal rotor are assigned the AS, value of propene. As
such. many of the entries under “AS, Reasons™ simply give
the functional type to which the molecule belongs. Many
other molecules do not fall neatly into such categories and
their A8, values are assigned based on their rotational sym-
metry. For these molecules. the entry under A, Reasons™

VoRleie Al TLE ettt AT AL A amAm
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is of the form of Eq. (18). Other molecules give a reason in
the form of a reference ‘‘squib,’”” which is described in the
next section. For these molecules, the cited reference is ei-
ther the primary source of the assigned value of AS, or con-
tains what is believed to be a reasonable explanation of the
value.

For many atomic species in Table 1, column six starts with
“‘rot. est.,”’ followed by a number in parenthesis. This means
that the protonation entropy of that atom was approximated
as being equal to the rotational entropy, where the diatomic
species consist of that atom and hydrogen and has a bond
length in nanometers as indicated in parenthesis. The bond
length was estimated from the sum of the valence radii of the
atom and hydrogen. The vibrational contribution to AS, of
these atoms is small and is ignored.

Table 2 presents a complete summary of the gas basicity
data from the literature, along with the evaluated values for
gas basicities at 298 K, entropy changes and proton affini-
ties; these evaluations are summarized in Table 1 in a format
sorted according to molecular formula. The data in Table 2
arc presented in order of descending gas basicity. To find
detailed experimental data for any particular molecule in
Table 2, it is most convenient to first locate the molecule of
interest in Table 1, then cross reference to the evaluated gas
basicity value to locate the species in Table 2.

The structure of Table 2 can be best explained by actually
referring to the table. Each page of Tabie 2 shows the col-
umn headings for the table and tabulated information for a
few molecules. To begin with, it should be noted that the
headings for the first three columns, along with the seventh,
tenth and thirteenth columns, consist of two lines. The upper
line of these column headings is in bold-face type while the
lower line is in regular type. Meanwhile, the tabulated infor-
mation is grouped for each individual molecule such that the
first (header) row of a group is in bold-face type followed by
one or more rows in regular type. The bold-faced column
headings [namely. ‘‘{Formula].” “Reg No(M).”
“Base(M).” “GB(M),”” “‘PA(M)"" and “‘AS,(M)"] are
meant to describe only the bold-faced data on the header row
of each group of tabulated data. Similarly, the regular type
headings on the lower line of the column headings describe
the data contained on rows below the header row.

The header row for each grouping contains information
about the base of interest. indicated by M in parenthesis and
corresponding to the M indicated in reaction {10) and in Eqs.
{12). (14). (15), and (16}. The first column contains the mo-
lecular formula expresced in the Hill format, a¢ indicated
from the bold-faced column heading. In the second column
is the Chemical Abstracts Registry Number for that base.
The third column has either a line formula that is suggestive
of the base’s structure or a name for the base if its structure
is too complicated or would be ambiguous to write as such a
formula. The seventh and tenth columns contain. respec-

tively. the evaluared gas basicity [GB(M}] and proton atfin-.

ity [PA(M)] in kJ mol™': the thirteenth column contains the
evaluated entropy of protonation [ AS,(M1] in J (mol K™
These three quantities are all referred to 298 K.

J. Phys. Chem. Ref Data Vnl 27 Na 2 1008

The regular type rows below each header row contain
summaries of measurements, calculations or other kinds of
data that pertain to the base specified in the header row. The
structure of information on these rows is intended to accom-
modate the fact that the vast majority of data comprising this
compilation is derived from proton transfer equilibrium mea-
surements. The data for these types of measurements are
given in considerable detail, with reference bases, thenno-
chemical quantities and temperatures specifically noted.

The first column gives identifiers for literature references
and are presented in a so-called “‘squih’’:

00ABC/DEF,

where 00 gives the year of publication (assumed to be in the
twentieth century), ABC are the first three letters of the last
name of the first author, and DEF are the first three letters of
the last name of the second author. As an example, the pub-
lication

Koppel, I. A., Anvia, F., and Taft, R. W., J. Phys. Org.
Chem. 7, 717 (1994).

would be represented in a squib as 94KOP/ANV. The com-
plete citations of all references arc given in the References
section; references are sorted alphabetically according to the
alphabetical part of the squib and then chronologically by
year. Each entry is annotated, with experimental information
such as type of instrument used, and where relevant, addi-
tional information about the study. In the case of bracketing
experiments, the annotation will include the identities of
bracketing compounds.

The second and third columns {labeled *‘Reg No(R)'" and
““Base(R)’’] of regular-face rows gives the Chemical Ab-
stracts Registry Number and identity, respectively, of the
reference base used in proton transfer equilibrium measure-
ments. The letter R in parenthesis corresponds to the R in
reaction (10) and in Eqs. (12), (14), (15). and (16). In cases
where the data come from bracketing experiments, the Reg-
istry Numbers and identities of both bracketing partners, cor-
responding to R, and R, of reactions (19) and (20), are given
in these columns. separated by a semicolon. Some indication
is given in the third column when the data comes from some
other source or type of measurement; more information
about these can be found in the references.

The fourth column [ T(K)] gives the absolute temperature
of those measurements done at a single temperature or the

maximum temnerature of variable temnerature exneriments
............... emperature Of variabie lemperature expernments.

The fifth column [GB(R}] is the evaluated 298 K gas basicity
of the reference base employed. The sixth column
[AGB(M.R.T)] gives the change in gas basicity at the tem-
perature, T. indicated in the fourth column: it is the actual
value reported. The algebraic sign of this quantity is made
clear by referring to Eqgs. (6) and (9) and noting that R refers
to the reference base and M refers to the base of interest. The
seventh column [regular-face type GB(M)] gives the 298 K
gas basicity value for the particular measurement based on
the entry in the previous column adjusted to 298 K and the
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GB value of the reference. Note that the seventh column is
not simply the sum of the previous two columns, but rather is
given by the equation:

GB(M)=GB(R)+AGBM.R.,T)
—AAS(MRN(T—298 K), (46)

where AASP(M,R) is given by Eq. (16). Equation (46) is
derived from Eqs. (14) and (16), and the familiar equation
from thermodynamics:

(0AG/dT),=—AS, (47)

where the subscript means that the partial differentiation is at
constant pressure and where S is considered sufficiently in-
dependent of temperature as to be treated as’a constant in the
integration.

Some of the entries in column 7 show a range of values.
These values are the GR values (to the nearest integer) of the
bracketing partners indicated in the third column.

In most cases, the derivation of the evaluated gas basicity
value given in the first line of an entry will be obvious from
an examination of the experimental data listed below the
header.

The eighth column [PA(R}] is the evaluated 298 K proton
affinity of the reference base employed. The ninth column
[APA(M,R)] gives the measured change in proton affinity,
and is considered to be independent of temperature and not
necessarily referred to the temperature given in column 4.
The tenth column [regular-face type PA(M)] is the proton
affinity of M deduced from the particular measurement; it is
the sum of the previous two columns. In the eleventh column
[AS,(R)] is the evaluated 298 K entropy of protonation of
the reference base. The twelfth column [AAS,(M,R}] shows
the measured entropy change. Like the change in proton af-
finity, this quantity is treated as independent of temperature
and not referred to any particular temperature. The last col-
umn [AS(M)] is the sum of the two columns to its left and
is the value inferred from this particular measurement.

7. References

'S. G. Lias. J. F. Liebman, and R. D. Levin. J. Phys. Chem. Ref. Data 13.
695 (1984,

*D. K. Bohme. ""The kinetics and energetics of proton transfer.”” in lnter-
actions Berween lons and Mofecules. edited by P. Austoos (Plenuim, New
York. 1975). pp. 489-504.

*E. M. Amnett. “Proton Transfer and the Solvation of Ammonium lons.™ in
Proton Transfer Reactions. edited by E. F. Caldin and V. Gold tWiley.
New York. 19751 pp. 79-101.

*R. W, Taft, “"Gas phase proton transfer equilibria.”™ in Proton Transter
Reactions. edited by E. F. Culdin and V. Gold (Wilev, New York, 1975).
pp. 31=7%.

“P. Kebarle. Ann. Rev. Phys. Chem. 28, 445 (19770

"D. H. Aue and M. T. Bowers. ~Swabilities ot positive ions from equilib-
rium gas phase basicity measurements.”” in Gas Phase lon Chemastry.
edited by M. T, Bowers €Academic. New York. 1979 pp. [-51

TCOR Mostan und Jo L Brauman, Ann. Rev. Phys, Chem. 340 187 119830

CR.OWL Taft, Prog. Pavs. Org. Chem. 140 248 (1983

TR, Walder and J. L. Frenklin, Int ] Masy Spectrom. Ton Phys. 36, 83
119801,

RN Hartman. S ias. P2 Ausloos, Ho M. Rosenstock. 8. S. Schroyer. C.
Schmidi. . Martinsen. and G. W AL Milne, A Compendium of Gas

Phase Basicity and Proton Affinity Measurements,”” National Bureau of
Standards Internal Report 79-1777 (1979).

'"L. A. Curtiss. K. Raghavachari, G. W. Trucks, and J. A. Pople, I. Chem.
Phys. 94. 7221 (1991).

'>B. J. Smith and L. Radom, J. Am. Chem. Soc. 115, 4885 (1993).

"*A. L. L. East, B. J. Smith, and'L. Radom. J. Am. Chem. Soc. 119, 9014
(1997).

“M. Meot-Ner (Mautner) and L. W. Sieck. J. Am. Chem. Soc. 113, 4448
(1991).

'3(a) 1. Szulejko and T. B. McMahon, Int. J. Mass Spectrom. Ion Proc. 169,
279 (1991); (b) J. Szulejko and T. B. McMahon, J. Am. Chem. Soc. 115,
7841 (1993).

L. W. Sieck, J. Phys. Chem. 101, 8140 (1997).

'7(a) P. R. Kemper and M. T. Bowers. in Techniques for the Study of
Ton-Molecule Reactions, edited by J. M. Farrar and W. H. Saunders, Vol-
ume XX of Techniques of Chemistry (Wiley Interscience, New York.
1988), p. 1: (b) P. Kebarle, ibid. p. 221: (c) N. G. Adams and D. Smith,
ibid. p. 165.

'8S. A. McLuckey, D. Cameron. and R. G. Cooks, J. Am. Chem. Soc. 103,
1313 (1981).

9R. G. Cooks, J. S. Patrick, T. Kotiaho, and S. A. McLuckey, Mass Spec-
trom, Rev. 13, 287 (1995).

G. Bouchoux, J.-Y. Salpin, and D. Leblanc, Int. J. Mass Spectrom. lon
Processes 153, 37 (1996).

2T, Su and W. J. Chesnavich, J. Chem. Phys. 76, 5183 (1982).

(. Bouchoux and J.-Y. Salpin, J. Phys. Chem. 100, 16555 (1996).

3J. C. Traeger, R. G. McLoughlin, and A. J. C. Nicholson, J. Am. Chem.
Soc. 104, 5318 (1982).

#R. L. Nuttall. A. H. Laufer, and M. V. Kilday. J. Chem. Thermodyn. 3.
167 (1971).

3], W. Keister. J. S. Riley, and T. Baer, J. Am. Chem. Soc. 115, 12613
(1993).

3. B. Pedley, R. D. Naylor. and S. P. Kirby. Thermochemical Data of
Organic Compounds, 2nd ed. (Chapman and Hall, London, 1986).

], C. Traeger, Rapid Commun. Mass Spectrom. 10. 119 (1996).

BW. Tsang, J. Am. Chem. Soc. 107, 2872 (1985).

P, W. Seakins, M. J. Pilling, J. T. Niiranen, D. Gutman. and L. N. Kras-
noperov, J. Phys. Chem. 96, 9847 (1992).

“B. Ruscic and J. Berkowitz. J. Chem. Phys. 101, 10936 (1994).

D, J. Bogan. F. L. Nesbitt. L. J. Stief. J. L. Durant. S. C. Kuo. Z. Zhang.
and R. B. Klemm. *'Photoionization and thermochemical study of radicals
and ions derived from ethanol: Theory and experiment.”” presented at the
13th International Symposium on Gas Kinetics, University College. Dub-
lin, freland, Sept. 11-16, 1995.

H. M. Rosenstock. R. Buff. M. A. A. Ferreira. S. G. Lias. A. C. Parr, R. L.
Stockbaucr, and J. L. Holmes, J. Am. Chem. Soc. 104, 2337 (1082).

ST, Baer. J. Am. Chem. Soc. 102. 2482 (1980).

™].C. Traeger and J. L. Holmes, J. Phys. Chem. 97. 3453 (1993),

H. F. Prest. W.-B. Tzang. I. M. Brom. Jr.. and C. Y. Ng. J. Am. Chem.
Soc. 105, 7531 (1983).

E. A, Walters and N. C. Blais, J. Chem. Phys. 80. 3501 (1984,

M. W. Chase. Jr. C. A. Davies. J. R. Downey. Jr., D. J. Frurip. R. A
McDonald. and A. N. Syverud. J. Phys. Chem. Ref. Data 14, Suppl. 1
11085),

SC.Y.Ng. DU J Trevor, P W, Tiedemann. S. T. Cever. P. L. Kronchusch,
B. H. Mahan. and Y. T. Lee. J. Chem. Phys, 67, 4235 {1977).

*J. A. Pople und L. A. Curtiss. J. Phys. Chem. 91. 155 (1987).

“UB. J. McIntosh. N. G. Adams. and D. Smith, Chem. Phys. Lett. 148, 142
(1988).

*B. Ruscic. J. Berkowitz. L. A. Curtiss. and J. A. Pople. J. Chem. Phys. 91.
P14 1989,

M1 Brouard. P. D. Lighttool. and M. J. Pilling. J. Phys. Chem. 90. 445
119801,

1. Pacansky and B. Schraeder, J. Chem. Phys. 78. 1033 (19331,

“DJ DeFrees and A DL McLean. J. Chem. Phys. 82, 333 (19355

DD Wagman, W. H. Evans, V. B. Parker. R. H. Schumm. 1. Halow, S.
MO Badev, Ko Lo Churney. and R L. Nuttall. J. Phys, Chem. Ref. Data 11
CYS2

1 C Tracger, Int J. Mass Spectrom. fon Proc. 66, 271 (1983).

1D Con DD Wagman. and Vo AL Medvedev. CODATA Key Values for
Thermodvnamics tHemisphere, New York, 1984), Chap. 1.

I Dbhiim Clamma Daf Madn el A7 AA 9 4000



428 E. P. L. HUNTER AND S. G. LIAS

#R. C. Woods. T. A. Dixon. R. J. Saykally. and P. G. Szanto. Phys. Rev.
Lett. 35, 1269 (1975).

*¥(C.S. Gudeman, M. H. Begemann. J. Pfaff. and R. J. Saykaity. Phys. Rev.
Lett. 50, 727 (1983).

UT. Amano. J. Chem. Phys. 79. 3595 (1983).

*'K. Kawaguchi, C. Yamada, S. Saito. and E. Hirota, J. Chem. Phys. 82.
1750 (1985).

*28. C. Foster. A. R. W. McKellar, and T. J. Sears. J. Chem. Phys. 81. 578
(1984).

3 A. Kormornicki and D. A. Dixon. J. Chem. Phys. 97, 1087 {1992).

*B. Ruscic, M. Schwarz, and J. Berkowitz, J. Chem. Phys. 91, 6772 (1989).

%M. J. Frisch, H. F. Schaefer III. and J. S. Binkley. J. Phys. Chem. 89, 2192
(1985).

). C. Traeger and B. M. Kompe. Org. Mass Spectrom. 26, 209 {1991).

57p. Kebarle, R. Yamdagni, K. Hiroaka, and T. B. McMahon, Int. J. Mass
Spectrom. Ion Phys. 19. 71 (1976).

%Y. K. Lau and P. Kebarle, J. Am. Chem. Soc. 98, 7452 (1976).

Y. K. Lau. K. Nishizawa, A. Tse, R. S. Brown, and P. Kebarle, J. Am.
Chem. Soc. 103, 6291 (1981).

%y K. Lau, P. P. S. Saluja. P. Kebarle, and R. W. Alder, J. Am. Chem.
Soc. 100, 7328 (1978).

U AL Al P af Aaba Vol AT AA 9 1000

OiR, Yamdagni and P. Kebarle, J. Am. Chem. Soc. 95, 3504 (1973).

©2R. Yamdagni and P. Kebarle, J. Am. Chem. Soc. 98. 1320 (1976).

%3y, K. Lau, Ph. D. Thesis. University of Alberta, 1979.

R, W. Taft (personal communication with S. G. Lias).

o1 A Koppel. F. Anvia, and R. W. Taft, J. Phys. Org. Chem. 7. 717 (1994).

%] F. Gal (personal communication, 1987).

"D. H. Aue. Dept. of Chemistry, Univ. of California, Santa Barbara (un-
published work. 1996}.

®8R. A. Eades, K. Scanlon, M. R. Ellenberger, D. A. Dixon, and D. S.
Marynick. J. Phys. Chem. 84, 2840 (1980).

®D. A. Dixon and S. G. Lias, *‘Absolute values of gas phase proton affini-
ties and basicities of molecules: A comparison between theory and experi-
ment,”" in Molecular Structure and Energetics, edited by J. F. Liebman
and A. Greenberg (VCH, New York, 1987). Vol. 2, pp. 269-314.

E. Hill, J. Am. Chem. Soc. 22, 478 (1900), or see any Formula Index of
Chemical Abstracts. In this system, a molecular formula has its constituent
chemical element symbols ordered as follows: (a) compounds that contain
carbon begin with C which is followed by H if the compound also con-
tains hydrogen and the remaining elements are sorted alphabetically ac-
cording to the chemical symbol; (b) compounds that lack carbon have
their elements sorted alphabetically by element symbols.




GAS PHASE BASICITIES AND PROTON AFFINITIES OF MOLECULES

TasLE 1. Gas basicity. proton affinity and protonation entropy of Hill sorted bases

429

Formula Reg No Base GB PA SAS, AS, Reasons
[Ar] 7440-37-1 Ar 346.3 369.2 32 S(HCH-S(Ar)
[AsFy] 7784-35-2 AsF; 604.2 636.7 0. Rin(3/3)
[AsH;] 7784-42-1 AsH: 7120 747.9 -115 Rin(3/12)
[BHO,] 13460-50-9 HO-B=0 730.5 763.0 0 Rin( 1/1).
[BH,04] 10043-35-3 B{OH); 698.4 728.1 9.1 RIn(3/1)
[B.H,] 19287-45-7 B-H, 586.0 615 11.5 Rin(4/1)
{B;H:N;] 61110-11-0 B-Borazinyl radical 770.6 803.0 0 Rin( /1)
[B3HgN;] 6569-51-3 Borazine 772.8 802.5 9.1 RIn(6/2)

[ ByHg] 12007-71-5 B,Hy 7524 784.9 0 ?

[ByHypl 18283-93-7 B.Hy, 5725 605 0 ?

[B<Hg] 65930-58-7 B<Hy 731.0 763.4 0 Rin(4/4)
[B<Hy) 19624-22-7 B<H, 666.9 699.4 0 ?

[BaO] 1304-28-5 BaO 1187.6 12154 15.5 89GUR/VEY
[Br] 10097-32-2 Br 531.2 554.4 31 rot est (0.114)
[BrH] 10035-10-6 HBr 557.7 5842 20 97EAS/SMI
[BrLi] 7550-35-8 LiBr 792.5 819 20 linear-to-bent est.
[CBrF;] 75-63-8 CF;Br 550.3 580.0 9.1 Rin(3/1)
[CBIN] 506-68-3 BrCN 719.2 749.8 6 nitriles

[CCIF] 1691-88-9 CFClI 740.0 772.4 0 Rin(1/1)
[CCIF;] 75-72-9 CF:Cl 541.5 571.3 9.1 Rin(3/1)
{CCIN] 506-77-4 CICN 691.3 7221 6 nitriles

[CCl,] 1605-72-7 CCly 828.5 861 0 RiIn(2/2)
{CCLS] 463-71-8 Cl1.Cs 7218 7525 5.8 Rin(2/1)
[CFN] 1495-50-7 FCN 601.3 632 6 nitriles

{CF,] 2154-59-8 CF, 7325 765 0 Rin(2/2)
[CF.0] 353-50-4 F.CO 637.0 666.7 9 sym ketones
[CF3l) 2314-97-8 CF;l 598.2 628.0 9.1 RiIn(3/1)
[CFiNO] 334-99-6 CF;NO 670.8 703.3 0 Rln( 1/1)
[CF,] 75-73-0 CF,- 503.7 529.3 23.3 average
[CHCI] 2108-20-5 CHCI 839.9 874.1 —58 Rin( 1/2)
[CHF] 13453-52-6 CFH 763.8 797.9 -5.8 Rin(1/2)
[CHF;] 75-46-7 CHF, 589.7 619.5 9.1 Rln(3/1)
[CHF;0,S} 1493-12-6 CF;SO:H 666.9 699.4 0 Rin(1/1)
[CHN] 6914-07-4 HNC 739.8 7713 0 97EAS/SMI
[CHN] 74-90-8 HCN 681.6 7129 4 9TEAS/SMI
[CHNO] 75-13-8 HNCO 718.8 753 -58 Rint 1/2)
[CHNO] 306-85-4 HCNO 725.5 758 0 Rinc 1/1)
[CHO] 2597-44-6 HCO 601.8 636 ~5.8 Rin(1/2)
[CHO-] 2564-86-3 *COOH 590.9 623.4 0 89HOL/LOS
[CHP] 6829-52-3 HCP 666.5 699 0 Rlnc1/1)
[CHACu] 116492-58-1 CoCll, 905.2 937.7 0 Rin(2/?)
[CH.F.] 75-10-5 CH-F. 589.7 620.5 3.8 Rine2/1)

[ CH.F.Si] S1675-50-4 F-Si=CH. 713.4 7423 12 propene
[CH:Fe] 95250-85-4 FeCH- 905.2 9317 0. Rln(2/7

{ CH:NS] 420-04-2 NH:-CN 7749 805.6 o nitriles
TCH:NS] 334-88-3 CH.NN 826.7 8589 | S(CH:CN)-SCCHLNN)
[CH.0] 30-00-0 H.C=0 6833 7129 9.5 9TEAS/SMI
[CH-0] 19710-36-6 HCOH thydroxymethylenct 933.4 965.9 0 Rint /11
[CH.OS] 10100-16-1 CH-.=$=0 766.4 798.9 0 Rin¢ 1/1)

[ CH-04! 64-18-0 HCOOH 710.3 7420 2.7 OTEAS/SMI
[CH.S) NO5-36-1 H.C=S 730.5 759.7 11 QTEAS/SMI
[CH-Se] G396-30-5 H.C=Se 7349 7640 ! H-CS
|CH-Te]j 43309-26-8 H-.C=Te 766.3 796 11 H-CS

I CH:BO-] =324 CH.0-B =0 730.5 763.0 0 Rinc1/11
|CH.Br] T4-83.9 CH.Br 63RA) 6642 21 isoel analog
[CH:«CL CH.CI 6211 6473 21 StCH:SH3-S(CH.Ch
{CH:F CH.F 715 989 17 StCHOH}-S1CH.F)
LCH: CH.I [SIARYN aYv17 R 1soel analog
FCH.NT 2083-29-4 CH. =NH X18.7 8320 33 Ring 172

| CH:.NO BRST RS HCONH: Tol.2 N222 5 amides
[CHNO- 13128722 HCOONH: S22 NAT 0 Rinc /1
FCHNO- BRERRS, CHNO. T2 TS 1.6 SCCH.COOH)-StCHNO, )
FOHANO:S (24914 CH.ONO 766.4 YsY () Rinc i/

J. Phvs. Chem. Ref. Data. Vol. 27. No. 3. 1998
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TaBLE 1. Gas basicity, proton affinity and protonation entropy of Hill sorted bases—Continued

Formula Reg No Base GB PA AS, AS, Reasons

{CHaNO,] 598-58-3 CH;0NO, 714.8 733.6 46 94CAC/ATT

[CH.N,] 624-90-8 CH,NNN 800.5 833 0 RIn(1/1)

[CH;0] 2597-43-5 *CH,0H 662.5 695 0 7

[CH,S] 17032-46-1 *CH,SH 701.5 733.9 0 RlIn(1/1)

[CH,] 74-82-8 CH, 520.6 543.5 32 73HEM/RUN

[CH.N] 10507-29-6 +CH,NH, 801.6 8328 4 S(CH;NH,)-S(+CH,NH,)

[CH,N-] 26981-93-1:a CH;N=NH at terminal N 812.5 845 0 RIn{1/1)

{CH.N,] 26981-93-1:b CH;N=NH at interior N 808.5 841 0 Rin( /)

[CH,N.S] 62-56-6 SC(NH,), 863.9 893.7 9 sym ketones

[CH,0] 67-56-1 CH,0H 724.5 754.3 9 97EAS/SMI

[CH,0,S] 75-75-2 CH;SO;H 728.9 761.3 0 ?

[CH,S] 74-93-1 CH,SH 742 7734 35 97EAS/SMI

[CHsN] 74-89-5 CH;NH, 864.5 899.0 -7 97EAS/SMI

[CH;NO] 67-62-9 CH,ONH, 812.3 844.8 0 Rin(1/1)

[CHsN;) 113-00-8 (NH,),C=NH 949.4 986.3 —149 Rin(1/6)

[CH4P] 593-54-4 CH;PH, 817.6 851.5 -5 S(CH;SiH;)-S(CH;PH,)

[CHgN-] 60-34-4 CH;NHNH, 866.4 898.8 0 Rin(1/1)

[CN] 2074-87-5 CNatN >564 >595 42 co

[CNS) 15941-77-2 NCS 718.5 751 0 Rin(1/1)

[cO] 630-08-0:a COatC 562.8 594 4.2 exp. spectra

[col 630-08-0:b COat O 402.2 426.3 28 85DEF/MCL

{Cos]} 463-58-1 OCS at S 602.6 628.5 22 avg[CO,.CS,)-Rin(2/1)

[COSe] 1603-84-5 OCSe at Se 644.1 670 22 0OCS

[COTe] #1602 OCTe at Te 692.1 718 22 0CS

[CO.] 124-38-9 CO, 515.8 540.5 26 97EAS/SMI

[CS] 2944-05-0 CS 760 791.5 33 97EAS/SMI

[CS.] 75-15-0 CS, 657.7 681.9 28 88MCU/ADA

[CSe] 16674-18-3 CSe at C 800.2 831.8 3 CS

{CSe,] 506-80-9 CSe, 700.9 725 28 CS,

[CTe] 12012-15-6 CTe at C 860.4 892 3 CS

[CTe,) 12192-34-6 CTe, 747.8 771 31 CS,-like

{C.CIF,0] 354-32-5 CF,COCl1 649.8 681.6 2 aldehydes

[C,CIiN] 545-06-2 CCL,CN 692.6 723.2 6 nitriles

[C.D,0] 17222-37.6 (€D,).0 753 0 780 4 17 sym ethers

[C,F3N] 353-85-5 CF:.CN 657.7 688.4 6 nitriles

[CF;0] 354-34-7 CF,CFO 636.7 668.6 2 aldehydes

[C.H] 2122-48-7 HCC- 720.8 753 0 Rin(1/1)

[C.HCL0] 75-87-6 CCI,CHO 690.5 722.3 2 CH,CHO

[C.HCL;0.) 76-03-9 CCl,COOH 739.1 770.0 5 acids

[C,HF] 2713-09-9 HCCF 661.3 686 26 HCCH

[C-HF;] 359-11-5 C.F:H 666.9 699.4 0 Rin(1/1)

[ C-HF0] 75-90-1 Cr:CHO 653.6 6855 2 aldchydes

[C,HF:0.] 76-05-1 CF:COOH 680.7 7H.7 5 acids

[C:H,) 74-86-2 C.H, 616.7 6414 26 AUE

[C.H-CIN] 107-14-2 CCIH.CN 715.1 745.7 6 nitriles

[C3HAF)) 1630-78-0 (E)-CHFCHF 657.9 688.6 5.8 RIn(2/1)

[CH.Fs) 75-38-7 CH-=CF, 705.1 734 12 propene

[C.H-0]) 163-51-4 CH.=C=0 793.6 8253 24 97EAS/SMI

{C.H:S] 18282-77-4 CH,=C=5$ 795.4 826.2 5.8 Rin(2/1)

[CaHy] 2609-89-8 C.H, 719.8 753.2 -10 SUC,H,)-S(CyH;) +RIn(2)
(spin corr)

{C-H:C10:] 79-11-8 CH.CICOOH 7343 7654 5 acids

[C-H:C1.01 115-20-8 CCI,CH,OH 698.9 729.3 7 CH,OH

| C.H:F] /5025 CH,=CHF 0.1 129 12 propene

[C.H:FO.] 144-149-0 CH,FCOOH 7345 ©765.4 5 acids

(C.H.F.O) 5.89-8 CF.CH-OH 6699 700.2 7 CH,0H

[C.HF0) 4201147 CF.OCH; 690.0 719.2 1 unsym ethers

"C.H:N) T3-05-N CH:CN 748 779.2 4.3 S(CH;CCH)-S(CH:CN)

[C.HNG 593.75.9 CHLNC 806.6 839.1 0.1 HNC

[C.HNOI 624-83-9 CH:NCO 732.0 7644 0 Rin( /1)

(C.HNS $56-64-9 CH:SCN 766.1 796.7 6 nitriles

[C.HNS; 356-61-6 CH:NCS 760.7 799.2 S0 Rln( /1)

[C.H:N: 288-88-0 1. 24-Triazole 3559 S86.0 3 pyridines = RIn(2/1)

[C.H:N 288-36-8 L2 razole S47.4 879.3 2 pyridines

J. Phys. Chem. Ref. Data, Vol. 27, No. 3, 1998
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TABLE 1. Gas basicity. proton affinity and protonation entropy of Hill sorted bases—Continued

Formula Reg No Base GB PA AS, AS, Reasons
[C.H;0] 4400-01-5 *CH.CHO 741.5 774 0 89HOL/LOS
[C:H:0] 3170-69-2 CH;CO- 620.5 653 0 89HOL/L.OS
[CsH;0s] #1498 *CH,COOH 7375 770 0 89HOL/LOS
[C.H;] 74-85-1 CH,=CH, 651.5 680.5 1.5 AUE: 97EAS/SMI
[C,H,F;0] 359-13-7 CF,HCH.OH 697.0 7274 7 CH;OH

[C,H F3N] 753-90-2 CF:CH.NH, 8129 846.8 -5 CH;NH,
[CaH,NS] 540-61-4 NCCH,NH- 791.0 8249 -5 CH.NH,
[C+H,0] 75-21-8 ¢-C.H,0 7453 774.2 12 AUE
[C-H,0] 75-07-0 CH;CHO 736.5 768.5 1.5 97EAS/SMI
[C-H.04] 64-19-7 CH;COOH 752.8 783.7 5 acids
[C-H,05] 107-31-3 HCOOCH; 751.5 782.5 S 97EAS/SMI
[C.H,S] 420-12-2 ¢-C,H,S(Thiirane) 771.6 807.4 9 sym sulfides
[CaHd] 2025-56-1 C:He 583.5 616 0 ?

[C-H:Br}] 74-96-4 C,H:Br 669.7 696.2 20 C,H;Cl
{C-HBrO] 540-51-2 BrCH.CH,OH 735.7 766.1 7 CH,OH
[C-HCHY 75-00-3 C,HsCl 666.9 693.4 20 S(C,H;SH)-S(C-HsChH
[C.H,C10] 107-07-3 CICH,CH,OH 738.7 766.1 7 CIL;0OI1
[CsHSF) 353-36-6 C.HsF 655.8 683.4 16 S(C,H;OH)-S(C-H:F)
[C,HFO] 371-62-0 FCH.CH,OH 685.2 715.6 7 CH;OH
{C.H4FSi] 125413-85-6 F(CH;)Si=CH, 742.2 771.1 12 propene
[C,HsFaN] 430-67-1 Cr-IICILNIL 830.0 870.5 —=5.1 CH.:NH,
[C,Hil] 75-03-6 C.H;l 698.3 724.8 20 ethyl halides
[CsHsN] 593-67-9 CH,=CHNH, 866.5 898.9 0 Rin(1/1)
[CH:N] 151-56-4 Aziridine 8725 905.5 =2 (CH;),NH
[C,H¢N] 20729-41-3 CH;CH=NH 852.6 885.1 0 Rin( 1/1)
[C.H;sN] 1761-67-7 CH.=NCH; 852.1 884.6 0 Rin(1/1)
[C,H:NO] 123-39-7 HCONHCH; 820.3 851.3 5 amides
[C,HsNO] 60-35-5 CH,CONH, 832.6 863.6 5 amides
[C-HNO, } 79-24-3 C.HNO, 733.2 765.7 0 ?

[C-HsNO 56-40-6 glycine 852.2 886.5 -6 CH;NH,
{C:HNOA ] 546-88-3 Acetamide.N-hydroxy 823.0 854.0 5 amides
[C.H5NO,: 109-95-5 C,H:ONO 786.4 8189 0 Rin( /1)
[C:HsNS] 62-55-5 CH,CSNH, 852.8 884.6 2 unsym ketones
[CaH:N] 871-31-8 CH;CH-NNN 845.5 878 0 RInC /1)
[C.H:0! 4422-54-2 *CH.CH.OH 7125 745 0 89HOL/LOS

| C-H:0]} 16520-04-0 *CH-OCH: 723.6 756.1 0 Rin(1/1)
[C.H:0] 2348-46-1 CH,CH(+)OH 687.7 720.1 0 RIn¢1/1)
[C.HP! 6569-82-0 c-C-H,;PH 768.3 802.5 -5.8 RIn¢1/2)
{C-Hq) 74-84-0 C:Hg 569.9 596.3 20 94CAR/SCH
(C:H.B] 20692-67-8 1.6-C.RH, 834.8 863.8 1.5 Rin(+/1)
[C.H(FN] 406-34-8 CH,.FCH,NH, 858.0 892.0 -5 CH:NH,
[C:H,Hg] 593-74-8 (CH:).Hg 740.8 7716 5.8 Rin(2/1)
[C-H.N] #304 *CH-.CH.NH- 8545 887 0 89HOL/LOS
[C.HN.] 113.37 2 CH,C(=NH)NH, 938.2 970.7 0 RINC1/1)
{C-H,N-] 41434142 (E)-CH:N=NCH; 8344 863.1 5.8 Rln(2/1)
{C-HN-0] S598-41-4 H-NCH-CONH., (glycinamide) 882.3 NE NE not estimated
[C:H.NA0,) 1164-28-7 {CH,1\NNO- 795.8 828.3 0 ’

[C)11.0] 04-17-3 C-H:OH 740 1164 7 CH.OH
[C:H,0] 115-10-6 {CH,0 7643 792 16.5 9TEAS/SMI
[C.H.OS] 67-68-3 iCH.1.SO 853.7 8844 58 RIn(2/1)
[C:H0] 107-21-1 HOCH-CH-OH 773.6 8159 ~33 95CHE/STO
(C.H.S] 75183 (CH.-S 801.2 8309 9.1 9TEAS/SMI
[C:H.S] T3-08-1 C-H:SH 7384 789.6 < CH-SH
[C.H.S] 624-92-0 CH.SSCH. 782.8 8153 0 Rinc1/1)
[C:H-B.! 20693-69-0) 24-C-B:H- 665.0 697 4 (} Rinct/1
{C.H-N]| T3-04-7 C-H:NH- N7XR 912.0 =51 9TEAS/SMI

| C-H-N| 1 “J 40-3 (CH:1-NH 8965 9293 =2 9TEAS/SMI
(C-H-NO! -3 NH.CH-1-OH BTN 3.3 =33 SOMAU/HAM
{C.H-OP! 1CH.OPHO 862.4 NO4.8 ¢] RiInc1/1)
[C.H-P (CH.PH < 912.0 ~58 Rin 1/2)
CCLHNL STopd- (CHL.NNH. §u4T 9271 0 Rin(1/1)
{C-HNL 17153 I.2-Dimmmaocthane yi2s 9516 =220 SOMAU/HAM

LCNL 160-19-3 NCAON R AT4T s nitriles = RIn 2/} )
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TasLE 1. Gas basicity, proton affinity and protonation entropy of Hill sorted bases—Continued
Formula Reg No Base GB PA AS, AS,, Reasons
[C.,0] 12071-23-7 CCo 747.0 774.7 16 93MAC/SUD
[C.S] 12602-41-4 C,S 840.7 869.6 12 92MAC/SUD
[Ci) 12075-35-3 Cs 736.3 767.0 5.8 Rin(2/1)
[CiFsN] 422-04-8 C,FsCN 661.3 692.0 6 nitriles
[CiFs0] 684-16-2 (CF3),CO 639.7 670.4 5.8 Rin(2/1)
[C:HN] 1070-71-9 HCC-CN 720.5 751.2 6 nitriles
[C:HNO] 145798-71-6 HNCCCO 8285 861 0 ?
{C;HNO] 4452-08-8 NCCHCO 751.5 784 0 Rin(1/1)
{C3HN;] 290-87-9 1.3,5-Triazine 819.6 848.8 11 pyridines+RIn(6/2)
[CiHa} 16165-40-5 cyclopropenylidene 915.9 951.1 =9.1 Rin(2/6)
[C;H,F,0} 360-52-1 CF,HCOCF,H 669.0 698.8 9 sym ketones
[C3H.FO] 920-66-1 (CF,),CHOH 656.2 686.6 7 CH;0H
[C3HaN,] 109-77-3 CI,(CN), 694.1 723.0 12 nitriles +RIn(2/1)
[C3H,N,0;] 38858-89-8 3.5-dinitropyrazole 7215 759.4 2 pyridines
[C3H3) 2932-78-7 HCCCH,* 708.5 741 0 89HOL/LOS
[C3H,] 28933-84-8 ¢-C;Hje 701.8 734.3 0 Rin(2/2)
[C;3H;CIN,] 15963-31-8 4-Cl-pyrazole 834.9 868.5 —-3.8 pytidines +RlIn( 1/2)
[C3H4C1,0] 918-00-3 CCl;COCH;,4 736.3 768.3 1.5 CH;CHO
[C3H5FN,] 35277-02-2 4-fluoropyrazole 829.4 863.0 -4 pyridines+Rin( 1/2)
[C4H4F;0] 421-50-1 CF,COCH; 692.0 7239 2 unsym ketones
[C3H,;F;0S8] 41879-94-1 CF;COSCH; 734.3 765.2 5 esters
[C3H3F;0,] 431-47-0 CF,COOCH; 709.6 740.5 5 acids
[C3HaF;05] 32042-38-9 HCOOCH,CF; 714.6 745.5 5 acids
[C3HaN] 107-13-1 CH,=CHCN 753.7 784.7 4.9 97EAS/SMI
[C3HaNO] 631-57-2 CH;COCN 716.2 746.9 6 nitriles
[C3H;NO] 288-42-6 oxazole 844.5 876.4 2 pyridines
[C3H3NO] 288-14-2 Isooxazole 816.8 848.6 2 pyridines
[C:H;3NO5] 17640-15-2 CH,COOCN 714.7 745.7 5 esters
[C4H;NS] 288-47-1 thiazole 872.1 904 2 pyridines
[C;H;3N:0] 2075-46-9 4-NO,-pyrazole 788.7 822.2 -38 pyridines+RIn{ 1/2)
[C:H:N;0:] 26621-44-3 3(5)-nitropyrazole 789.0 820.8 2 pyridines
[C:Hy] 463-49-0 H.C=C=CH, 745.8 7753 10 AUE
[C3H,] 2781-85-3 Cyclopropene 787.8 818.5 5.8 RlIn(2/1)
[C:H,] 74-99-7 CH;CCH 723.0 748 25 AUE
[C.H,CIN] 542-76-7 CI(CH.1):CN 742.4 773.1 6 nitriles
[C:H,F-0] 453-14-5 CFH,COCFH, 733.0 762.8 9 (CH3)2CO
[CiH4NA] 288-32-4 Imidazole 909.2 942.8 -338 pyridines+RIn(1/2)
[C:H,NS] 288-13-1 Pyrazole 860.5 894.1 -3.3 pyridines+RlIn( 1/2)
[C:H,N.S] 96-50-4 2-Aminothiazole 898.7 930.6 2 pyridines
[C:H,0]) 6004 410 CH,CH-CO 8034 R34.1 6 ketene +RIn(3/2)
[C.H,0] 107-02-8 CH.=CHCHO 765.1 797.0 2 CH;CHO
[C:H,0:] 96-49-1 1.3-Dioxolane-2-one 784.4 814.2 9 sym ketones
[C:Hq{] 2417-82-5 ¢-CiHs* 702.0 7389 -14.9 Rin( 1/6)
{CiHq] 1981-80-2 CH,—CHCHa~ 707.4 736 13 S(C3Hg)~RIn(2/1)-S(C3Hse)
[C;H:ClO-] 311-41-3 CICOOC,H:« 733.8 764.8 5 esters
[C:H:FO] 420-51-3 CH:.COCH-F 763.5 795.4 2 unsym ketones
[C:HFOs; 161-64-3 FCO.C-H; 726.0 757.0 5 esters
| C:H:F;0) 160-43-3 CF:CH-OCH; 718.4 747.6 11 unsymn ethers
[C:H:N] 107-12-0 C,H:CN 763.0 794.1 4.7 S(C,H;CCH)-5(C,H:CN)
[C:H:N] 18293-32-8 vinylimine 879.7 912.1 0 Rln¢1/1)
[C:H:N] 19540-05-7 1-Azabicyclo[1.1.0Jbutane 856.1 886.9 5.6 {CH,)3N
[CH:N] 2450-71-7 HCCCH-NH- 853.5 887.4 -5 CH;CH,NH,
[CHN] 624-79-3 C.H.NC 818.9 851.3 0 HNC
[CH:NO] 930-21-2 2-Azetidinone 821.7 852.6 5 amides
{CHNO) 1738-36-9 CH.OCH.CN 7274 758.1 6 nitriles
[C.HNOJ 29.06-1 > propenamide §39.8 870.7 5 amides
[CH:iNS] AS20-10-6 CH:SCH.CN 7541 784.8 6 nitriles
| CHNG [h_ 1-80-0 JiSaminopyrazole 389.6 921.5 2 pyridines
{CHNY] 28466-26-4 4-NH2-pyrazole 374.0 907.6 -3.8 pyridines =RIn(1/2)
| C:HO] 322074 *CH.COCH; 787.5 820 0 89HOL/LOS
I'C.H.O-] #1324 *CH.COOCH: 783.5 816 0 SOHOL/LOS
TC:H0.P) 279-53-8 2.6.7-Trioxa- | -phosphabicyclo[2.2.1 jheptane 770.6 803.1 0 Rin¢1/1)
“CiH.; 115-07-1 CH.CH=CH- 7227 751.6 12 97EAS/SMI
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TABLE 1. Gas basicity. proton affinity and protonation entropy of Hili sorted bases—Continued

Formula Reg No Base GB PA ASP AS, Reasons
[CiHe) 75-19-4 ¢-C;3Hq 722.2 750.3 14.9 RIn(6/1)
[C:H¢CINO] 96-30-0 CICON(CHs), 814.8 845.8 5 amides
[C;HgF;N] 460-39-9 CF;CH,CH,NH, 853.2 887.2 =5 CH;CH,NH,
[C,H(F,N] 2730-67-8 CF:CH.NHCH, 848.0 881.1 -2 (CH:),NH
[C;HeF;N] 677-41-8 CF3N(CH3), 772.2 803.0 5.6 (CH3);N
[C3HgN,] 1467-79-4 (CH;),NCN 821.4 852.1 6 nitriles
[C3HgN,] 151-18-8 H,N(CH,),CN 8325 866.4 -5 CH;NH,
[C3HEN,] 5616-32-0 CH;NHCH,CN 830.7 863.8 -2 CH;NH,
[C3HEN,S] 96-45-7 2-imidazolinethione 891.2 9219 58 Rin(2/1)
[C3HO] 107-25-5 CH,=CH-OCH;, 830.3 859.2 12 propene
[C;HO] 75-56-9 2-Methyloxirane 772.7 803.3 6 oxirane-Rin(2/1)
[C3HO] 503-30-0 ¢-C3HgO(Oxctanc) 773.9 801.3 17 sym cthers
[C3H40] 123-38-6 C,H;CHO 754.0 786.0 1.5 CH;CHO
[C3H40] 67-64-1 (CH,),CO 782.1 812 8.7 97EAS/SMI
[C3HgOS] 20119-13-1 CH;C(=S)OCH; 816.5 846.0 10 CH,S
[C3HOS] 1534-08-3 CH;C(=0)SCH; 798.0 829.0 5 esters
{C3H0S,] 19708-81-7 CH;0C(S)SCH, 830.8 862.6 2 unsym ketones
[C3Hs0,] 109-94-4 HCO,C,H; 768.4 799.4 5 esters
[C3H0,] 79-20-9 CH;CO,CH; 790.7 821.6 5 esters
{C3H40-] 79-09-4 C,H;COOH 766.2 797.2 5 esters
[C3HgO;] 616-38-6 (CH;0),CO 799.2 830.2 5 acids

[C3H¢S] 1822-74-8 CH,=CH-SCH; 829.3 858.2 12 propene
[C3HeS] 287-27-4 Thietane 805.0 834.8 9 sym sulfides
[C3HeS] 1072-43-1 2-Methylthiirane 801.5 833.3 2 thiirane-Rin(2/1)
[C3HqS-] 2168-84-5 CH;C(=S)SCH; 831.5 860.7 11 CH,S
[C;H¢Se] 76573-19-8 CH,=CH-SeCH; 822.0 850.9 12 propene
[C;3H4] 2025-55-0 i-C3Hq 638.9 671.4 0 ?

[C3H4N] 765-30-0 c-C;HsNH, 869.9 904.7 =79 S(C3HsCH;)-S(C:HsNH,)
[C3H3N] 503-29-7 Azetidine 908.6 943.4 ~78 (CH4),NH+RIn(1/2)
[C3H;N] 1072-44-2 N-Methylaziridine 904.1 934.8 5.6 (CH;):N
[C3H;N] 75-55-8 2-Methylaziridine 892.1 925.1 -2 (CH3),NH
[C3H;N] 107-11-9 H.C=CHCH,NH, 875.5 909.5 -5.1 CH;NH,
[C3H;N] 38697-07-3 (CH;)-C=NH 898.2 932.3 -5.8 Rin(1/2)
[C3H;N] 4427-28-5 CH,=C(CH3)NH, 909.3 941.8 0 Rla(1/1)
[C:H;NO] 68-12-2 (CH.).NCHO 856.6 887.5 5 amides
[C;H;NO] 79-05-0 C,H;CONH, 845.3 876.2 5 amides
[C:H,NO] 79-16-3 Acetamide, N-methyl 857.6 888.5 5 amides
[C3H:NO,] 56-41-7 L-alanine 867.7 901.6 =5 CH.NH,
[C3H;NOs] 5806-90-6 Acetamide. N-methoxy 848.0 879.0 5 amides
"C;H;NO,] S541-42-4 i-C:H;ONO 813.0 845.5 0 RIn(1/1)
[C:H-NOs] 107-97-1 Sarcosine 888.7 921.2 0 Rin(1/1)
[C:H-NO,] 13115-24-7 Acetamide. N-hydroxy-N-methyl 845.3 876.2 5 amides
[C:H-NO.S] 52-90-4 L-Cysteine 869.3 903.2 -5 CH:NH,
[C:H-NO:] 56-45-1 L-Serine 880.7 914.6 -5 CH;NH,
[C:H-NS] 758-16-7 (CH;).NC(=S)H 875.5 906.4 5 amides
[C:H-0] 31594-81-7 +CH,CH.CH.OH 703.5 736 0 89HOL/LOS
[C:H-O;P] 3741-36-4 2-Methoxy-1.3.2-dioxaphospholane 862.7 895.1 0 Rlnci/h
[CHY] 74-98-6 C:Hy 607.8 625.7 49 75HIR/KEB
{C:HFN] 462-41-9 FCH-CH.CH.NH, 886.9 920.9 -5 CH;CH.NH,
[CHGe! 82064-99-1 {CH;}.Ge=CH, 8222 851.1 12 propene
[C:HN-0] 96-31-1 OC(NHCHa), 873.5 903.3 9 sym ketones
[C:HN-S] S34-13-4 SC(NHCH: ), 895.1 926.0 S amides
[C:H.O] 67-63-0 i-C:H-OH 762.6 793.0 7 CH;OH
[C:H.0]) 71-23-8 n-C:H-OH 756.1 786.5 7 CH.OH

| C:H.O] 50-67-0 CH:OCHs 781.2 808.6 17 unsym ethers
{C:H.O: 109-86-4 CH-OCH.CH.OH 7298 768.8 =22 1.2-diaminoethane
[C:H.O-] S04-63-2 HOtCH-1:0H §25.9 876.2 —60 95CHE/STO
{C:H.O] S6-81-3 HOCH.CHiOHICH-OH 820 374.8 =75 SOMAU/HAM
[ C:H.Ph| 52065-01-8 {CH:-Ph=CH- 911.3 938.0 20 (CH:),C=CH-
[C:H.S! TR-332 i-C:H-SH 7723 803.6 4 CH:SH
[CH.S] 107-03-9 n-C:H-SH 763.6 7919 4 CH,SH
|C:H.S} 624-89-5 CH:SC-Hs §15.3 840.5 4 unsym sulfides
fC.H.SH 4112-23-6 1CH:Si=CH- 921.0 947.3 20 (CH;).C=CH.
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TaBLE 1. Gas basicity. proton affinity and protonation entropy of Hill sorted bases—Continued
Formula Reg No Base GB PA AS, AS, Reasons
[C;HySn] 82065-00-7 (CH;)2Sn=CH, 867.1 893.6 20 (CH;),C=CH,
[CiHAs] 593-88-4 (CH,),As 864.9 897.3 0 RIn(3/3)
[C:HyB;0] 121-43-7 B(OCH;); 783.4 815.8 0 Rin(1/1)
[C3HoN] 75-50-3 (CH3)3N 918.1 948.9 5.6 97EAS/SM1
[C:HoN] 107-10-8 1-C;H,NH, 883.9 917.8 -5 CH,NH,
[C3HgN] 624-78-2 (CH3)(C,Hs)NH 909.2 942.2 -2 (CH,),NH
[ C:HgN} 75-31-0 i-C3H;NH, 889.0 9238 -8 CH;NH,
[C3HgNO] 156-87-6 NH.(CH,);OH 917.3 962.5 —43 80MAU/HAM
[C3HyNO] 109-85-3 CH;0CH,CH-NH, 894.6 928.6 ~5.1 CH;NH,
[C3HgNO] 1184-78-7 (CH,)-NO 9535 983.2 9.1 Rin(3/1)
[C3H,0P] 676-96-0 OP(CH,); 880.0 909.7 9.1 RiIn(3/1)
[C3HyO4P] 121-45-9 P(OCH,); 899.9 929.7 9.1 Rln(3/1)
[C3Hy0:PS] 152-18-1 SP(OCH;); 853.9 883.6 9.1 RIn(3/1)
[C,H,0,P] 512-56-1 OP(OCH,); 860.8 890.6 9.1 RIn(3/1)
[C;HP] 594-09-2 (CH3);P 926.3 958.8 0 Rin(3/3)
[C3H gN,] 109-76-2 1.3-Diaminopropane 940.0 987.0 -49 S8OMAU/HAM
[C3H,40Si] 1066-40-6 Silanol. trimethyl 781.5 814.0 0 Rin(1/1)
[C:0] 11127-17-6 CCCO 847.7 880.2 0 Rin(1/1)
[C:S) 109545-35-9 C:S 900.5 933 0 RIn(1/1)
[CsFN] 375-00-8 C;F,CN 662.6 693.2 6 aitriles
[C3HF,0] 2378-02-1 (CF,);COH 646.7 676.8 8 CH,OH
[C4Ha] 460-12-8 HCC-CCH 7128 737.2 27 AUE
[C4HAFoN] 2809-92-9 (CF,;):CNH, 752.9 783.7 56 (CH,):N
[C4H;NO] 145355-49-3 CH;NCCCO 887.5 920 0 ?
[C4H:NO] 57681-10-4 NCC(CH;)CO 765.5 798 0 RIn(1/1)
[CHFO,] 1683-88-1 CF;COOCH-CH,F 704.7 735.7 5 acids
[CH4FO] 333-36-8 (CF;CH,),0 6749 702.3 17 sym ethers
[CH,F 0] 1515-14-6 (CF3),C(CH;)OH 660.9 691.2 7 CH;0H
[C4H4N5] 290-37-9 Pyrazine 847.0 877.1 7.8 pyridines +RIn(4/2)
[C4H N-] 289-80-5 Pyridazine 871.1 907.2 7.8 pyridines +RIn(2/1}
{C4HN,] 289-95-2 Pyrimidine 855.7 885.8 7.8 pyridines+RlIn(2/1)
{C4HN-O1] 557-01-7 2(1H)-Pyrimidinone 841.7 872.7 5 amides
[C4HN,0,] 66-22-8 Uracil 841.7 872.7 5 amides
[CiH N,S,) 2001-93-6 Dithiouracii 880.5 9114 S amides
[CHNLOL] 32683-48-0 I-methyl-3.5-dinitropyrazole 757.0 788.8 2 pyridines
[C.H,0] 110-00-9 Furan 7709 803.4 0 Rin(1/1),
[C3H,S] 110-02-1 Thiophene 7843 815.0 5.8 Rin(2/1)
[C,H;C1;0,] 515-84-4 CC1,COOC,H; 759.4 790.4 N esters
[C,HsF:0,] 383-63-1 CF,CO.C-H: 727.9 758.8 5 esters
[ CLHLF N} 107-01.2 (CE,CH.).NH R05.1 838.1 -2 (CH:),NH
[CH:N] 5500-21-0 ¢-C:H:CN 7715 808.2 6 nitriles
[CHN] 109-97-7 pyrrole 8438 875.4 28 97EAS/SMI
[CiHNO-] 623-49-4 NCCOOC-Hs 7147 745.7 S acids
[ C4HNS) 3581 87 ) 2-Methylthiazole 8087 930.4 > pyridines
{C;H:N:O] 71-30-7 Cytosine 918 949.9 2 pyridines
[ CH:N:O;] 54210-33-2 |-methyl-3-nitropyrazole 818.4 850.3 2 pyridines
[ C4HNO,) 54210-32-1 {-methyl-3-nitropyrazole 815.7 847.6 2 pyridines
| Cul1eN:O5] 2024-42-2 1-Mecthyl-S-nitroimidazole 8635 895.3 2 pyridine<
[CiH,} 590-19-2 CH,=C=CHCH; 749.8 778.9 11 AUE
| C,H.] 822-35-5 Cyclobutene 753.6 784.4 58 Rin(2/1)
[C.H.) 3100-04-7 1-Methvleyelopropene 826.9 856.0 1 ?
[CH,) 303-17-3 CH;-CC-CH: 7451 775.8 5.8 RIn(2/1)
[CH.] 106-99-0 CH.=CHCH=CH, 7537.6 783.4 22 propene~RIn(2/1)
{C,H.F.NOJ 1547-87-1 CF:CONICH 1, 318.0 849.0 5 amides
| C.HLNS TIS4-65-6 4-methvipyrazole 873.4 906.8 -3 pyridines —RlIn( 1/2)
| CHAN 822-30-6 +-Methyvlimidazole 920.9 932.8 2 pyridines
"CLHONG OREEE 2-Methylimidazole 929.6 9624 ~4 pyridines~Rln( 112}
|C.H.N 6l6-47-7 l-methyhmidazole 927.7 959.6 2 pyridines
{CHN Y30-36-Y l-methvipyrazole $80.1 912.0 2 pyridines
IC.H N [453-58-3 A5 -methy Ipyrazole ¥74.2 906.0) : pyridines
FCHNO 1670351 tCH:.NCOCN 797.1 $29.0 2 unsym ketones
{C.H O} TRANS-R CH>=CtCH.CHO 770.8 SH8.7 2 CH,CHO
{CH.O: HT0-20-2 CH.CH=CHCHO T99.0 8308 2 CH:.CHO
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Formula Reg No Base GB PA AS, AS, Reasons
[C4H;g0] 1708-29-8 2.5-Dihydrofuran 796 8234 17 sym ethers
[C4HO] 78-94-4 CH,=CHCOCH; 802.8 834.7 2 unsym ketones
[C4H:O] 1191-95-3 cyclobutanone 772.7 802.5 9 sym ketones
[C4Hg0] 1191-99-7 2.3-Dihydrofuran 8344 866.9 0 RiIn( 1/1)
{CHO,] 79-41-4 CH,C(=CH.)COOH 7857 8167 s acids
[CsH40,] 431-03-8 CH;COCOCH; 770.1 801.9 2 unsym ketones
[C4H¢0a] 96-48-0 y-Butyrolactone 808.1 840.0 2 unsym ketones
[C4HO4] 108-05-4 CH;COOCH=CH, 782.9 813.9 5 esters
[C3H0s] 96-33-3 CH,=CHCOOCH; 794.8 825.8 5 esters
[C4H04] 543-75-9 Dihydro-1.4-dioxin 792.8 8235 5.8 Rin(2/1)
[CsH04] 1759-53-1 Cyclopropane carboxylic acid 790.4 821.4 S acids
[C3H0s] 107-93-7 (E)-CH;CH=CHCOOH 793 824.0 5 acids
[CiHy] 15157-95-6 CH,=C(CH;)Cll,- 747.3 778 6 5(i-C4Hg) +spin-5(CyHyw)
{C,H4] #1452 CH;CH=CHCH,* 754.4 785.1 6 S(2-C4Hg) +spin-S(CsHy*)
[C,H;F,NO} 667-50-5 CF,HCON(CH,), 833.1 864.1 5 amides
[CsH;F;0] 461-24-5 C,HsOCH,CF; 735.0 762.4 17 (CH;),0
[CH,F,S] 5187-62-2 CF4CH,SC,Hj 766.4 797.6 4 unsym sulfides
[C4H;N] 109-74-0 n-C;H,CN 767.7 798.4 6 nitriles
[C4H;N] 78-82-0 i-C3H,CN 772.8 803.6 5.7 S$(i-PrCCH)-5(i-PrCN)
[C4H,N] 627-36-1 i-C;H;NC 824.3 856.8 0 HNC
[C4H;NO] 79-39-0 2-propenamide, 2-methyl- 349.4 830.4 5 amides
[C4H;NO] 23350-58-5 2-butenamide 856.1 887.1 5 amides
[C4H;NO] 2679-13-2 N-methyl-2-azetidinone 851.3 882.2 5 amides
[C4H;NO,] 56-84-8 L-aspartic acid 875 908.9 -5 CH;NH,
[CH5N;] 1192-21-8 1-methyl-5-aminopyrazole 917.6 949.5 2 pyridines
[C4H3N;] 1904-31-0 {-methyl-3-aminopyrazole 905.5 937.4 2 pyridines
[CsH;N;] 39687-97-3 N’-cyano-N,N-dimethyl formamidine 857.3 889.7 0 Rin(1/1)
[C4H;0,)] 4598-47-4 1,4-Dioxyl radical 770.7 803.2 0 RIn(1/1)
[C,H;04P] 61580-09-4 4-Methyl-2,6,7-trioxa-1- 791.5 823.9 0 ?
phosphabicyclo[2.2.1]heptane
[C4H,04P] 280-45-5 2.6,7-Trioxa-1-phosphabicyclo[2.2.2Joctane 836.4 868.8 0 RIn(3/3)
[C,Hs] 624-64-6 E-CH,CH=CHCHj 719.9 747 18 propene+RIn(2/1)
[CyHg] 115-11-7 (CH;),C=CH, 775.6 802.1 20 97TEAS/SMI
[C4HCLN] 36726-94-0 CC13;CH,N(CH,), 882.0 912.8 5.6 (CH3);N
[CHF:N] 819-46-5 CF3(CH,);NH, 869.6 903.5 -5 CH,NH,
[C HgF;N] 819-06-7 CF,CH,N(CH;,), 871.9 902.7 5.6 (CH1)aN
[C4HgN,) 926-64-7 NCCH,N(CH;), 853.7 884.5 5.6 (CH,);N
[C4HgN-] 1606-49-1 1 4.5.6-tetrahydropyrimdine 967.8 1002.0 -5.8 Rin(1/2)
[C4H3N-0;] 70-47-2 L-Asparagine 891.5 929 -7 S8OMAU/HAM
[C HgN-04] 556-50-3 diglycine 882 NE NE not estimated
[C,H:0] 109-92-2 C.H:OCH=CH, 840.4 870.1 9.5 9IMAU/SIE
[C,H0] 109-99-9 Tetrahydrofuran 794.7 822.1 17 sym ethers
[C H0] 78-84-2 i-C;H,CHO 765.5 797.3 2 CH;CHO
[C,HO] 78-93-3 CH;COC;H; 795.5 827.3 2 unsym ketones
[C,H0] 116-11-0 CH,=C(CH;)OCH, 866.1 894.9 12 propene
[CH,0) 123-72-8 n-C;H,CHO 760.8 792.7 2 CH;CHO
[C4H0S] 926-67-0 CH:C(S)0C-H« 831.8 863.6 2 unsym ketones
[C,H,0.] 62555 8 HCOOCH(CHy), 780.3 8113 s esters
[C.H0,] 123-91-1 1.4-Dioxane 770.0 797.4 17 sym ethers
[C4H0s] 505-22-6 1.3-Dioxane 796.2 8254 11 unsym ethers
[CH,05) 141-78-6 CH.CO,C-H; 804.7 835.7 5 esters
[C.H0,] 110-74-7 HCO.in-C;H-1 773.9 804.9 5 esters
[C4H.04] 55441241 C.H:COOCH; 799.2 830.2 5 esters
[CH0:] 922-69-0 CH,=C(OCH.1, 928.1 957.0 12 propene
[C,HO-S] C-H:S(OCH:I1CO 802.9 8339 5 esters
{COLO:] 622-50-0 C-H:OCOGCH; 310.8 842.7 2 unsym Ketones
[C.H.S] 110-01-0 e-CHS 819.3 849.1 9 sym sulfides
[C.H.S) 7594447 CHs=C(CH.)-SCH, 859.7 $88.6 12 propene
[C,HS:] S1102-74-0 CH.=CiSCH;), 902.2 931.1 12 propene
[C.HSe] 114659-08-4 CH-=CiCH;)-SeCH.: 850.2 8794 12 propene
[C.HSel) Y9030-02-1 CH.=CiSeCH ). 892.6 9215 12 propene
[C,H.N] 1190-79-0 CH:CH=NC:-H: 909.4 941.9 0 Rin(1/1)
[C.HN] 123-75-] Pyrrolidine 915.3 948.3 -2 {CH;)-NH
[CLHLN STORRT- (CHoNCH=UH, 9244 936.8 0 Rint1/1)
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TasLE 1. Gas basicity, proton affinity and protonation entropy of Hill sorted bases—Continued

E. P. L. HUNTER AND S. G. LIAS

Formula Reg No Base GB PA AS, AS, Reasons
[C,HyN] 2878-14-0 CH,=C(CH;)CH.NH, 883.5 917.5 =5 CH;CH-NH,
[C,HN] 4923-79-9 Azetidine. N-methyl- 851.7 8825 5.6 (CH3):N
[C4HyNO] 110-91-8 Morpholine 891.2 9243 -2 (CH;),NH
[C,HyNO] 1187-58-2 C,H;CONHCH; 889.4 920.4 5 amides
[C4HGNO] 563-83-7 i-C;H;CONH, 846.7 878.6 2 amides
[C,HyNO] 625-50-3 Acetamide. N-ethyl- 867.0 898.0 5 amides
{C,H(NO] 127-19-5 Dimethylacetamide 877.0 908.0 5 amides
[CHNO] 6281-94-3 n-C;H;NHCHO 847.4 878.4 S amides
[C,H¢NOS] 16703-45-0 CH,OC(S)N(CHjy), 869.0 900.0 5 amides
[C3HyNO,] 105-40-8 CH;NHCOOC-Hs 857.8 888.8 5 esters
[C4H¢NOA] 7541-16-4 (CH;),NCOOCH; 847.3 878.3 5 esters
[C,HgNO>] 540-80-7 t-C,H,ONO 831.4 863.9 0 CH;ONO
[C,HNO:] 72-19-5 L-threonine 888.5 922.5 =5 CH;NH,
[C,H,NS] 631-67-1 CH,C(SIN(CH,), 894.4 925.3 5 amides
[C,Hy0:P] 31121-06-9 2-Methoxy-1.3.2-dioxa-phosphorinane 892.8 925.3 0 Rin(1/1)
{CsHyg] 75-28-5 iso-CyHyo 671.3 677.8 87 76HIR/KEB
[C4H oNA] 110-85-0 Piperazine 914.7 943.7 115 Rln(4/1)
[C,HNA] 1609-01-4 (CH;),N CH—N CH, 970.0 1002.5 0 RIn(1/1)
[C,HN:] 4901-75-1 ¢-C(CH;)(C.Hs)NHNH 871.3 903.8 0 Rin(1/1)
[C4HyN-] 110-70-3 CH:NHCH,CH,NHCH; 946.9 989.2 —-33 80MAU/HAM
[C4H(N,O] 139033-03-7 (CH;),N-CH=N-OCH,; 915.8 948.3 0 Rin(1/1)
L C;H O] 78-92-2 CH;CH,CH(OHICH, 784.6 815 7 CH;OH
[C4H,,0] 71-36-3 n-C4HyOH 758.9 789.2 7 CH;OH
[CsH,,0] 78-83-1 i-C HyOH 762.2 793.7 3 S(i-C4HyNH,)-Sti-
[C4H,,0] 75-65-0 t-C,Hy,OH 7722 802.6 7 CH;OH
[C,H,,0] 598-53-8 (CH;),CHOCH; 797.1 826.3 11 unsym ethers
[C,H,,0] 557-17-5 n-C;H,OCH; 785.7 8149 11 unsym ethers
[C3H,,0] 60-29-7 (C-H5),0 801 828.4 17 sym ethers
[C4H,,0:] 110-71-4 CH,OCH,CH,OCH; 820.2 858.0 —18 84SHA/BLA; 83MAU
[C4H,40s] 110-63-4 HO(CH,),OH 854.9 915.6 ~95 8OMAU/HAM
[CiH,00s) 3068-00-6 HOCH,CH(OH)CH.CH-OH 841 905.9 - 109 86SUN/KUL
[CiH 8] 513-53-1 CH;CH-CH(SHICH, 781.7 813 4 unsym sulfides
[CH,S] 109-79-5 n-C,HySH 770.5 801.7 4 CH;SH
[C,H,S] 352-93-2 (C-Hs)\S 827.0 856.7 9 sym sulfides
[CiH,,S] 75-66-1 t-C HySH 785.1 816.4 4 CH,SH
{C,H,,S] S13-44-0 i-C4HySH 771.4 802.6 4 CH,SH
[C,H,,N] 4747-2141 CHNH(i-C3H:) 919.4 952.4 -2 (CH;):NH
[C.H| N] 109-73-9 n-C,H,NH, 886.6 9215 -8 S(CH,1)-S(n-BuNH,}+RIn2
[C,HN] 75-64-9 -C,HoNH, 899.9 934.1 6 CH;NH,
|C,H\ | N] 13952-84-6 sec-C HoNH, 895.7 929.7 -5 CH;:NH,
(C.HN] 598-56-1 (CH 1,(C.HIN 0201 960 1 5.6 (CH.):N
[CH,,N] 78-81-9 i-C,HoNH, 890.8 924.8 -5 CH;NH,
[CiH, N 109-89-7 (C-H:-NH 919.4 952.4 -1.9 (CH;).NH
| CH,NO] 13325-10-5 NH.(CH,1,0H 9321 9845 -67 SOMAU/HAM
[C,H,\NOJ FT10-84- 1 (C2H:):NOH 382.2 914.7 0 Rln(1/1)
[CH,)NO:] 1i1-42-2 (tHOCH-CH.)-NH 920 953 -2 (CH.),NH
[C,H,-NOP] 50663-05-3 OP(N(CH; 1, (CH: 15 903.0 933.5 0 RlnC1/1)
[C.H,-N:] 64151229 (CH..NNICH, 1, 917.9 948.7 5.8 RIn(2/1)
‘(CLH‘.:‘\'?] 110-60-1 | .4-butanediamine 9543 1003.6 —03 93CHE/WU. 30MAU/HAM
| C.H,-08i] 1825-61-2 (CH;):SiOCH; 814.6 847.0 0 Rin(1/1)
[C.H.Sn] 594.27-4 (CH:1,Sn 797.4 823.7 20.6 RIn(12/1)
{ C.HNLOP) ITR2-N6-3 OP{NHUN(CH 04 915.0 947.5 0 Rin(1/1)
1 C.H.OSi- 3277267 (CH-SiH-0 814.6 845.3 5.8 RIn(2/1)
1 C.NIO ] 13463-39-3 1COILNI 716.0 742.3 20.6 Rinc12/1)
! Ni Ton-16-3 Pentatiuoropy ridine 733.0 7649 2 pyridines
i CaFeOsd F3463-40-6 1COFe 798.5 833.0 -7 91ALL/CRA
1 CHMNO: [6YT2-R3-] (CORMnH 303.0 8355 0 ?
{CH.CING NTo42eR 6-Chloropurine 841.7 R73.0 2 pyridines
CCHLBrNY n26-35-1 -Br-pyrdine 378.2 910.0 2 pyridines
C.H.BrNj Jodd-6 2-Br-pyridine 8730 9048 2 pyridines
(CH BN P120-NT2 4-Br-pyridine N86.0) 917N 2 pyridines
CCHLOING jeg-n- | 2-Cl-paridine 569 9009 2 pyridines
CCHLCINT n2n-61-4 4-Cl-pyridine 8842 glal 2 pyridines
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TaBLE 1. Gas basicity. proton affinity and protonation entropy of Hill sorted bases—Continued

Formula Reg No Base GB PA AS, AS, Reasons
[CsH CIN] 626-60-8 3-Cl-pyridine 8715 903.4 2 pyridines
[CsH,CINO] 1851-22-5 3-chloro-pyridine- 1-oxide 869.7 902.2 0 RIn(I/D)
[CsH4FN] 372-47-4 3-F-pyridine 870.1 902.0 2 pyridines
[CsH,FN] 372-48-5 2-F-pyridine 852.7 884.6 2 pyridines
[CsH4FN] 694-52-0 4-F-pyridine 881.2 913.1 2 pyridines
[CsH,FNO] 695-37-4 3-fluoro-pyridine-1-oxide 867.6 900.1 0 Rin(1/1)
[CsHiN,O;] 1124-33-0 4-(NO,)-pyridine-1-oxide 837.3 868.0 5.8 Rin(2/1)
[CsH,Ny] 120-73-0 Purine 888.2 920.1 2 pyridines
[C:H,N,O] 68-94-0 Hypoxanthine 880.5 912.3 2 pyridines
[CsH4N,0,] 1122-61-8 4-(NO-)-pyridine 842.5 8743 2 pyridines
[CsHs] 2143-53-5 ¢-C;H; radical 799.1 831.5 0 Rin(2/2)
[C<H:As] 289-31-6 Arsabenzene 752.4 784.8 0 RIn(2/2)
[C.H:N] 110-86-1 pyridine 808.1 230 2 pyridines
[CsH:NNIO] 12071-73-7 (CsH$)NINO 798.6 827.0 134 Rin(5/1)
[CsHsNO] 694-59-7 pyridine- 1-oxide 8929 923.6 5.8 Rin(2/1)
[CsHsNO] 109-00-2 3-(OH)-pyridine 897.7 929.5 2 pyridines
[CH.N,] 73215 Adenine 912.5 942.8 7 T9MAU
[CsH:N:O] 73-40-5 Guanine 9276 959.5 2 pyridines
[CsH:P] 289-68-9 - Phosphabenzene 7853 817.7 0 Rin(2/2)
[CsHq] 542-92-7 1.3-c-CsHg 798.4 821.6 31 AUE
[CsHgN,] 504-29-0 2-Pyridinamine 915.3 947.2 2 pyndines
[CsHgN,] 462-08-8 3-Pyridinamine 922.6 954.4 2 pyridines
[CsHN,] 504-24-5 4-Pyridinamine 947.8 979.7 2 pyridines
[C<H(N-0,] 65-71-4 Thymine 850.0 880.9 5 amides
[CsHqO] 534-22-5 2-methylfuran 833.5 865.9 0 Rin( 1/1)
[CsHO] 930-27-8 3-methylfuran 821.5 854.0 0 Rin(1/1)
[CsHgS] 554-14-3 2-Methylthiophene 826.5 859.0 0 Rin(1/1)
[CsH,F;0,] 352-23-8 CF;CH,COOC,H; 766.3 797.3 5 esters
{C<H,F;0,] 383-66-4 CF;CO,(n-C:H,) 7329 763.9 5 esters
{CsH,0] #1169 *CH,CH.CH,CH=CO 806.2 838.6 0 ?

[CsHgl 598-23-2 (CH,)sCHCCH 787.8 8149 18 AUE

[CsHy] 627-21-4 C.H;CCCH; 778.0 810.2 | 2-butyne
[CsHq] 693-86-7 ¢-C;H;CH=CH, 787.5 816.3 12 propene
[C<Hy] 3907-06-0 3.3-Dimethylcyclopropene 817.1 847.8 5.8 !

[CiHy] 2004-70-8 (EJCH;CH=CHCH=CH, 304.4 834.1 9.1 AUE

[CsH{] 1489-60-7 I-Methylcyclobutene 807.3 841.5 -5.8 Rln(1/2)
[C<Hy] 142-29-0 ¢-CsHy 733.8 766.3 0 Rin(2/2)
[CsHy) 78-79-5 CH,=CHC(CH;:)=CH, 797.6 826.4 12 propene
[CsHN,] 694-31-5 1.5-Dimethylpyrazole 902.8 9343 3 pyrazole(pyrrole)
[CsHN,] 35520-41-3 trans-dimethvlamino acrylonitrile 86+.3 896.8 0 Rin(1/1)
[CsHNA] 6338-45-0 1. 4-Dimethylimidazole 9449 976.7 2 pyridines
[C:HNS] 1739-84-0 1.2-Dimethylimidazole 952.6 984.7 2 pyridines
[CsHNS] 694-18-4 1.3-Dimethylpyrazole 902.3 9339 3 pyrazole(pyrrole)
[C<HNA] 10447-93-5 1.5-Dimethylimidazole 945 R 977.6 2 pyridines
[C:H.NS] 1072-68-0 1.4-Dimethylpyrazole 896.8 9284 3 pyrazole
[CH.NL] 67-51-6 3.5-dimethylpyrazole 900.1 9335 -3 pyrazole-RIn2
[C<HNS] 2820-37-3 3(514-dimethyipyrazole 895.4 927.3 2 pyridines
[C:H.O] 107-86-8 3-methyl-2-hutenal 825.0 856.9 2 unsym ketones
[C.H.O] 814-78-8 CH,C(=01C(=CH.CH: 811.3 843.1 2 unsym ketones
[C:H.0O] 765-43-5 ¢-C:H:COCH; 823 8549 2 unsym ketones
[C:H.O] 110-87-2 2H-Pyran. 3. 4-dihvdro- 8334 865.8 0 Rin(1/1)
[CH.O] 120-92-3 Cyclopentanone 794.0 8237 9 sym Ketones
[C:H O] 625-33.2 CH:.CH=CHC(=0)CH. 8325 864.3 2 unsym ketones
| C:H.O] 6038-09-1 2-methyI-2-hutenaltZs 81201 8§43.9 2 unsym Ketones
[C:H.O] 34314-83-5 +4-Methy -2 3-dihvdrofuran 836.2 368.6 0 ?

[C.H.O] 1376-87-0 2-pentenaltEs 807.2 839.0 2 aldehydes
{C:H.O] [487-13-6 S-MethyI-2.3-dihvdroturan 8779 910.3 0 Rin(i/1)
[CHO. 563-63-9 ZICH.CH =CrCHOICOOH w913 8223 3 acids
(CH.O-] 623438 CH.CH=CHCOOCH, 8204 8513 5 esters
1CHO-] 123-54-0 CH.COCH-COCH: 8368 3 -4 SIMAL

i C<H.O;j [399]-37-2 EWCH.CH.CH=CHCOOH 926 3 acids
[CH.O:] 3721957 Cyelobutane carboxy lic actd 786.4 N acids
[CH.O:] N0-62-6 CH.=CICH.COOCH. NI 5 esters
[CH.O-] 28683723 ¢-C:H:COOCH. N2 3 esters
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TaBLE 1. Gas basicity. proton affinity and protonation entropy of Hill sorted bases—Continued
Formula Reg No Base GB PA AS, AS, Reasons
[CsHg0.] 541-47-9 (CH;3).C=CHCOOH 791.9 8229 5 acids
[CsHoF;N] 134166-59-9 (CH;),N-CH=N-CH,CF; 933.8 966.2 0 Rin(1/1)
[CsHgN] 110-59-8 n-C,HyCN 7717 802.4 6 nitriles
[CsHgN] 7223-38-3 HCCCH,N(CHj3), 909.5 940.3 5.6 (CH3);N
[CsHoN] 630-18-2 t-C{HsCN 780.2 810.9 6 nitriles
[CsHgN] 7188-38-7 t-C,HgNC 838.3 870.7 0.1 HNC
[CsHgNO] 5264-35-7 ¢-C4H¢N(2-OCH,) 9255 957.9 0 RiIn(1/1)
[CsHgNO] 872-50-4 1-Methyl-2-pyrrolidinone 891.6 923.5 2 unsym ketones
[CsHgNO] 2141-62-0 C,HsCH(OC-Hs)CH,CN 776.5 807.2 6 nitriles
[CsHoNO] 2680-03-7 2-propenamide, N.N-dimethyl 873.4 904.3 5 amides
[CsHgNO,] 147-85-3 L-proline 886.0 920.5 -7 93LI/HAR
[CsHgNO,] 1117-77-7 CH;CONHCH,COOCH; 861 892.0 5 amides
[CsHoNO,] 56-86-0 L-GlutamicAcid 879.1 913.0 -5 CH;NH,
[CsHgN3] 134166-58-8 (CH3),N-CH=N-CH,CN 915.5 948.0 0 Rin(1/1)
[CsHgN5] 51-45-6 Histamine 961.9 999.8 —18 histidine
[CsHyO4P] 1449-91-8 4-Methyl-2.6.7-trioxa-1- 850.3 882.8 0 RIn(3/3)
phosphabicyclo[2.2.2]octane
[CsHo] 513-35-9 (CH;),C=CHCH;,4 779.9 808.8 12 propene
[CsH oN,] 2305-59-1 4.4-dimethyl-2-imidazoline 955.7 988.1 Y Rin( 1/1)
[CsH}oN,O] 80-73-9 1.3-Dimethyl-2-imidazolidinone 886.0 918.4 0 ?
[CH(N,0;] 56-850 L-Glutamine 900 937.8 ~18 Asgparigine
[CsH (N2Oy4] 7361-43-5 ser-gly 886.4 NE NE not estimated
[CsH oN.O4] 687-63-8 gly-ser 880.9 NE NE not estimated
[CsH 0] 96-47-9 ¢-C4H;0(2-CH;) 811.6 840.8 11 unsym ethers
[CsH,,0] 96-22-0 (C1H4),CO 807 836.8 9 sym ketones
[CsH,00] 142-68-7 ¢-CsH,00 795.4 822.8 17 sym ethers
[CsH,00] 107-87-9 n-C;H,COCH; 800.9 832.7 2 unsym ketone
[CsH,,0] 110-62-3 n-C,HyCHO 764.8 796.6 2 CH;CHO
[CsH,,0] 4696-26-8 trans-CH;CH=CH-OC,H; 848.0 876.9 12 propene
[CsH,00] 563-80-4 (i-C;H;)COCH; 804.4 836.3 2 unsym ketones
[CsH,,0] 928-55-2 C,H;OCH=CHCH, 847.7 876.6 12 propene
[CsH 0] 557-31-3 C,H;OCH,CH=CH, 804.5 833.7 11 unsym ethers
[CsH;(05] 5057-98-7 cis-1.2-cyclopentanediol 853.1 885.6 0 Rin(1/1)
[CsH,40s] 623-42-7 C;H,COOCH; 805.4 836.4 5 esters
[CsH,(0-] 592-84-7 HCO,(n-CHy) 775 806.0 N esters
[C<H,00:] 108-21-4 isopropyl acetate 805.6 836.6 5 esters
[CsH,05] 547-63-7 i-C;H,COOCH, 805.7 836.6 5 esters
[CsH;¢05] 109-60-4 CH;COOC:H, 805.6 836.6 5 esters
[CsHyS] 1613-51-0 Tetrahydrothiopyran 826.0 855.8 9 sym sulfides
[C.H, N] 6163-56-0 CH,CH=CHN(CH), 934.5 967.0 0 Rln(1/1)
[CsH,N] 1743-55-1 (CH;),C=NC-H; 9435 Y76.0 v RIn( /1)
[C<H, N] 2155-94-4 CH,=CHCH,N(CH;), 926.8 957.8 5.6 (CH3);N
[CsH\N] 120-94-5 N-Methylpyrrolidine 934.8 965.6 5.6 (CH;)3N
[CsHiiNT 110-89-4 Piperidine 921 954.0 -1.9 (CH;)-NH
[C:H, NO] 754-10-9 t-C H,CONH, 857.2 889.0 2 amides
[C<H,NOS] #0638 C.HOC(SINICH:1» 880.0 911.0 5 amides
[CsH,NOs] 2-18-4 L-valine 876.7 910.6 -5 CH;NH,
[C.H, NO.] 687-48-9 (CH.).NCOOC,H« 865.6 896.6 5 esters
[CsH,NO-S] 63-68-3 L-Methionine 901.5 9354 -5 CH;NH,
[C<H2N:] 28304-67-8 (CH11,N-C(CH1)=NCH, 990.8 1023.2 0 Rin(1/1)
[C<H{-NA] 38704-89-1 Pyrazolidine. 1.2-dimethyl 928.6 959.3 5.8 RIn(2/1)
. T4119-36-1 (CH:)aN- CH—\' C-H« 976.3 1008.7 0 Rin(1/1)
632-22-4 [(CH:N]C= 899.6 930.6 5 amides
2782-91-4 SC[.\ICH_[], 916.6 947.6 5 amides
625-54-7 C-.H:0u-C:H~ 813.5 842.7 11 unsym ethers
1634-04-4 t-C,HOCH: 8124 8416 1 unsym ethers
TI-N4-2 nev-C<H;,OH 765.2 795.5 7 CH;0H
628-28-4 n-C.H,OCH. 791.2 82013 11 unsym ethers
170R1-21-9 CH.OtCH-1:OCH.: N38.6 §97.2 -20.6 83IMAU
1679-08-9 neo-C<H;.SH 7782 %09.5 4 CH;SH
T34-05-2 (CH:SiICH=CH. 8O4.1 833 12 propene
3813049 neo-C<H. NH- R94.0 928.3 -6 CH;NH,
594-39-% 1-C<H, . NH: 9036 937.% -6 CH;NH,
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TaBLE 1. Gas basicity, proton affinity and protonation entropy of Hill sorted bases—Continued
Formula Reg No Base GB PA AS, AS, Reasons
[CsH,3N] 996-35-0 {CH;),(-C3H,)N 939.6 970.6 5.6 (CH;)3N
[CsH 3N] 926-63-6 (CH;)~(n-C3H7)N 931.9 962.8 5.6 (CH;):N
[CsHy3N] 616-39-7 (CH;3)(C,Hs)oN 940.0 971.0 5.6 (CH;3):N
[CsH 3N] 110-58-7 n-CsH;NH, 889.5 923.5 -5 CH;NH,
[CsH{3N] 19961-27-4 (CyH;)(i-C3H,)NH 926.7 960.0 -19 (CH;),NH
] CsH 3N,0P] 16606-138-1 ¢-P(O)CH;N(CH;)CH,CH,N(CHj3) 915.0 - 947.5 0 Rln(1/1)
[CsHy3N;] 80-70-6 ((CH;),N),C=NH 997.4 1031.6 -58 Rin( 1/2)
[CsH)aN;] 32150-27-9 CH,;C(N(CH3)»)=NN(CH3), 963.4 995.8 0 Rln(1/1)
[CsH 4Na] 462-94-2 1,5-Diaminopentane 946.2 999.6 =70 8OMAU/HAM
[CsH 4N, ] 51-80-9 (CH;)-NCH,N(CH3), 919.8 952.2 0 (CH;);N-RIn2
[CsH4N] 109-55-7 (CH;),N(CH,);NH, 975.3 1025.0 —-58 S8OMAU/HAM
[CsH sNSi] 18135-05-2 (CH;)3SiN(CH3), 936 966.8 5.6 (CH;):N
[C<H,<N.OP] 2511-17-3 OP(N{CH,),),(CH;) 918.9 951.3 0 Rln(1/1)
[CoCr0O4] 13007-92-6 (CO)Cr 714.6 739.2 26.4 Rln(24/1)
[CgFel 392-56-3 C¢Fg 624.4 648.0 30 aromatics
[C¢HFs] 363-72-4 C¢HFs 662.7 690.4 16 aromatics
[CeH,F,] 551-62-2 1,2,3,4-C¢H,F, 672.7 7004 16 aromatics
[CeHaFy] 2367-82-0 1.2,3,5-C¢H,F, 719.6 7473 16 aromatics
[C¢HaF,] 327-54-8 1.2,4,5-C¢H,F, 718.8 746.5 16 aromatics
[CeHaF;] 1489-53-8 1,2,3-C¢H;F; 696.6 724.3 16 aromatics
[C,H,F,) 367-23-7 1.2.4-C4H,F, 699.4 729.5 8 93ISZUMCM
[CeH;3F3] 372-38-3 1.3.5-C4H;F; 715.4 741.9 20 93SZU/MCM
[CeH3MnOs] 13601-24-6 (CO)sMnCH; 735.4 764.4 115 Rin(4/1)
[CeH;05Re] 14524-92-6 (CO)sReCHy 7459 7749 1.5 Rin(4/1)
[CeHyl 462-80-6 ortho-benzyne 808.5 841 0 RIn(2/2)
[CeH4FO] 2145-21-3 4-F-phenoxy 822 854.5 0 ?
[CeHyFS] 367-11-3 1,2-C¢H,F, 703.5 731.2 16 average
[CeH4F,] 540-36-3 1,4-C¢H,F, 692.8 718.7 22 aromatics
[CoH,F.] 372-18.0 1,3 CoH,F, 722 719.7 16 average
[C¢HF;3N] 368-48-9 2-(CF,)-pyridine 855.2 887.1 2 pyridines
[CeH,F3N] 3796-23-4 3-(CF;)-pyridine 860.7 892.5 2 pyridines
[C¢H,F3N] 3796-24-5 4-(CF;)-pyridine 862.0 893.9 2 pyridines
[CeHyNA] 100-70-9 2-Pyridinecarbonitrile 841 872.9 2 pyridines
[CeHyNA] 100-48-1 4-Pyridinecarbonitrile 848.8 880.6 2 pyridines
[C¢H4N-] 100-54-9 3-Pyridinecarbonitrile 845.1 877.0 2 pyridines
[C¢HN,0] 14906-59-3 4-cyano-pyridine-1-oxide 8427 873.4 5.8 Rin(2/1)
[CelI,N-O] 14906-64-0 3-cyano-pyridinc-1-oxide 847.1 879.6 0 Rlu¢1/1)
[C¢H0,] 106-51-4 p-benzoquinone 769.3 799.1 9 96IRUMAU
[CeHs] 116139-00-5 HCCCH,CH(+)CCH 716.4 748.9 0 ?
[CeHs] 2396-01-2 phenyl radical 851.5 884 0 Rin(1/1)
[CeHs] 116138-99-9 CH;-CC-CC-CH»» 786.6 819.1 0 ?
[CqHsBr] 108-86-1 CeHsBr 725.8 754.1 14 CgHsCl
[CeH;Cl] 108-90-7 C¢H:Cl 724.6 753.1 13.5 average
[CoH:F] 462-06-6 CHsF 726.6 755.9 10.5 average
[C H:NO] 386-96-9 Nitrosobenzene 823.6 854.3 5.8 RIn(2/1)
[CoHNO] 872-85-5 4-Pyridinecarboxaldehyde 8728 904.6 2 pyridines
[CHNO,] 98-95-3 C,HsNO, 769.5 800.3 5.8 Rin(2/1)
[CoHsN;] 622-37-7 phenyl azide 7875 820 0 RIn(1/1)
[C.H:0] 2122-46-5 CH;O radical 827 857.7 5.8 Rin(2/1)
[CyHa] 71-43-2 CeHq 7254 750.4 25 97EAS/SMI
[C.HBrN] 591-19-5 3-BrCH,NH- 841.4 873.2 2 anilines
[CoH(CIN] 18368-63-3 2-Cl-6-(CH;)-pyridine 876.2 908.0 2 pyridines
[CH,CIN] 3678-62-4 2-Cl-4-(CH;)-pyridine 889.4 921.2 2 pyridines
[C.H.CIN] 106-47-8 4-CIC H,NH- 842.0 873.8 2 anilines
[C H.CIN] 108-42-9 3-CI-C,H,NH: 836.3 868.1 2 anilines
[C.H.CINOY 17228-63-6 6-Chloro-1-methvl-2( I Hipvridinone 383.5 9185 -19
[C,H.CINO] 17228-64-7 2-Cl-6-(CH:O1-pyridine 878.0 909.9 2 pyridines
[C.H.FN] 371404 4-F-C,H,NH. 839.7 871.5 2 anilines
[C.H.FN] 372-19-0 3-F-CH,NH: 8355 867.3 2 anilines
[C.HAN) 626-01-7 3-I-C.H,NH, 346.8 878.7 2 anilines
[CHN] 2348-49-4 C.H.NH radical 917.4 949.8 0 ?
[C.H.NO] Y8-92-0) nicotinamide 880.4 918.3 2 pyridines
[C.H.N.O] 100-01-6 4-Nitroaniline 3342 866.0 2 anilines
I Pliia Alhams Paf Naan Vol AT ML A 4nAn
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TasLE 1. Gas basicity. proton affinity and protonation entropy of Hill sorted bases—Continued
Formula Reg No Base GB PA AS, AS, Reasons
[CeHeN,] 2004-03-7 6-Methylpurine 907.3 939.2 2 pyridines
[CeHeO] 6921-27-3 (HCCCH,),0 756.5 783.9 17 sym ethers
[C¢HO] 108-95-2 C¢HsOH 786.3 817.3 5 S(CgHsNH,)-S(CsHsOH)
[CeH;N] 6921-28-4 (HCCCH,),NH 876.9 910.0 -2 (CH;),.NH
[CeH;N] 62-53-3 CgHsNH, 850.6 882.5 2 S(CeHsCH;)-S(CsHsNH,)
[CeH;N] 109-06-8 2-(CH,)-pyridine 9173 949.1 2 pyridines
[C¢H,N] 108-99-6 3-(CHj;)-pyridine 911.6 943.4 2 pyridines
[CeH;N] 108-89-4 4-(CH;)-pyridine 9153 947.2 2 pyridines
[C¢H;NO] 95-55-6 2-(OH)C¢H4NH, 866.9 898.8 2 anilines
[CeH;NO] 620-08-6 4-(CH;0)-pyridine 929.8 961.7 2 pyridines
[C¢H;NO] 591-27-5 3-(OH)C¢HNH, 866.9 898.8 2 anilines
[C¢H,NO] 1628-89-3 2-(CH;0)-pyridine 902.8 934.7 2 pyridines
[C¢H,NO] 7295-76-3 3-(CH;0)-pyridine 9109 942.7 2 pyridines
[C4H5NO] 694-85-9 1-Methyl-2-pyridinone 894.8 925.8 5 amides
[C¢H;NO] 1003-73-2 3-methyl-pyridine-1-oxide 902.8 935.2 0 Rin(1/1)
[CeH;NS] 18794-33-7 3-(CH,S)-pyridine 904.7 936.5 2 pyridines
[C4H,NS] 18438-38-5 2-(CH,S)-pyridine 906.0 937.8 2 pyridines
[C¢H,NS] 22581-72-2 4-(CH;S)-pyridine 9233 955.2 2 pyridines
[CeHyg] 592-57-4 1,3-c-C¢Hg 804.5 837 0 Rin(2/2)
[CeHyl 628-41-1 1.4-c-C¢Hg 808.0 837 1S Rin(4/1)
[CeHgl 15082-13-0 [-Methyl-3-methylenecyclobutene 856.9 891.0 —58 Rin(1/2)
[ CoHyN.] 95515 1.2 CH,(NH,), 265.8 806.5 5.8 Rin(2/1)
[CoHyN,] 108-45-2 1.3-C¢H,(NH,), 899.2 929.9 5.8 RIn(2/1)
[CeHgN-] 106-50-3 1.4-C¢Hy(NH,), 874.0 905.9 2 anilines
[CeHgN,O} 1656-48-0 O(CH,CH,CN), 786.4 813.8 17 sym ethers
[C¢HgN,05] 37622-90-5 4-(C,H5COO)-pyrazole 846.5 880.7 -58 Rin(1/2)
[CeHiO] 625-86-5 2.5-dimethylfuran 835.2 865.9 5.8 Rln(2/1)
[CsH4O] 20843-07-6 3.4-dimethylfuran 838.3 869.0 5.8 RlIn(2/1)
[C,H;0] 3710-43-8 2 4-dimethylfuran 862.3 894.7 0 Rln( 1/1)
| CeH301 6705-50-6 Bicyclo[2.2. 1]hept-2-ene, /-0Xa- 804.7 837.1 0 Rin( 1/1)
[CHO-] 504-02-9 c-hexane-1,3-dione 849.4 881.2 2 unsym ketones
[CoH:0.] 765-87-7 c-hexane-1,2-dione 818.9 849.6 58 Rin(2/1)
[CeH05] 637-88-7 c-hexane-1.4-dione 782.7 812.5 9 sym ketones
[CeHyF;0,] 367-64-6 CF;CO,(n-C Hy) 733.8 764.8 5 esters
[CoHoN] 625-84-3 2.5-Dimethytpyrrole 887.1 918.7 3 pyrrole
[CoHgN;0,] 71-00-1 L-histidine 950.2 988 -18 94WU/FEN
[C4Ho04P] 281-33-4 2.8.9-Trioxa-|-phosphadamantane 866.8 899.3 0 RIn(3/3)
[CoH)o) 1528-30-9 c-CsHy=CH- 803.5 832.4 12 propene
[CuH o) 1501-58-2 1.2-Dimethylcyclobutene 807.3 838.0 5.8 Rin(2/1)
[CaHyp) 1118-58-7 CH;CH=CHC(CH,)=CH, 836 864.9 12 propene
[CoHyo) 764-35-2 2-hexyne 781.1 806.1 25 CH,CCH
[CeHy) 693-02-7 I-hexyne 7748 799.8 25 CH;CCH
[CeH,yp) 513-81-5 CH,=C(CH,;)C(CH;)=CH. 807.8 835.0 17.8 propene +RIn(2/1)
{CHyl 693-89-0 1-Methylcyclopentene 787.1 816.5 10 ?
{C.H,] 1663-22-3 ¢-CH:C(CH;)=CH, 842.7 871.6 12 propene
[C.Hul 4549-74-0 CH,CH=C(CH,JCH=CH, 823.4 8523 12 propene
[CH) 16906-27-7 1-ethenyl-1-methylcyclopropane 826.9 855.7 12 propene
[CHy) 3664-36-0 1.3.3-Trimethylcyclopropene 863.9 895.4 10 AUE
[CoHu) 110-82.8 o-CH,, 752.0 7845 0 RIn(2/2)
[C.H,F:N] 657-36-3 4-Trifluoromethylpiperidine 392.0 925.1 -2 (CH;).NH
[C.HF:NO| 100-59-9 CF.CONH(n-C H,) 819.4 850.3 5 amides
{C.H NG 1530-87-6 Piperidine. I-carbonitrile- 846.1 876.7 6 nitriles
[C.HNA] 3519-42-6 3.4.5-Trimethylpyrazole 916.0 949.3 -3 pyridines-RIn2
[C.HNS] 1072-91-9 1.3.5-Trimethylpyrazole 917.4 949.3 2 pyridines
[C.H.N] 43935-938-6 4-Cvanopiperidine 879.2 912.3 =2 (CH:),NH
[CH.LN: 121508-72-3 {CH:1-N-CH=N-(2-propyny1) 960.7 993.1 0 Rin( /1)
[C.H.O) 357-40-4 {CH>~CHCH-1,O 300.0 827.4 17 sym cthers
[ C.H.L0] 286-20-4 Cyclohexene oxide 815.6 848.1 0 Rinc1/1)
|C.H..0O] 1567-72-2 3-methyi-3-penten-2-one(Z) 8345 866.4 2 unsym ketones
{CHLOY 10N-94-] evelohexanone 3112 841.0 9 sym ketones
[CH.0O] 141-79.7 (CH:-C=CH(C=0ICH: 846.9 878.7 2 unsym ketones
[CH O} 2794922 Bicvelo[2.2.1]heptane.7-oxa 316.8 8442 17 svm ethers
FCHL O] 4376-23-2 3-hexen-2-onetE) §338 865.6 2 unsym ketones
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Formula Reg No Base GB PA AS, AS, Reasons
[C.Hy0-] 3400-45-1 cyclopentane carboxyvlic acid 786.4 817.4 5 acids
[ CoHig0:) 110-13-3 CH;COCH,CH,COCH; 851.8 892.0 -26 83MAU
{C,Hy04] 22157-30-8 CH;C(OCH,)=CHCOOCH; 885.8 916.8 5 esters
[CoHyN] 124-02-7 (CH,=CHCHa.).NH 916.3 949.3 -2 (CH;)-NH
[CeH [ NO] 931-20-4 c-CsHgN(2-0)1-CH;, 892.6 9244 2 unsym ketones
| CH NO] 6976-91-6 2-propenamide. N.N,2-trimethyl- 880.6 911.5 5 amides
[CoH;INO] 23135-18-4 2-propenamide. N.N-dimethyl- 899.4 930.3 N amides
{C,H;NO] 4030-18-6 Acetylpyrrolidine 894.4 925.4 5 amides
[CoHNO;] 26629-33-4 CH;CONHCH(CH;)COOCH; 888.0 938.6 -6l 83MAU
[CeH{ N3] 134166-60-2 (CH3).N-CH=N-CH,CH.CN 948.3 980.8 0 Rin(1/1)
[CQH”NXOJ 556-33-2 triglycine 916.8 966.8 —59 93CHE/WU
[CoH, -] 625-27-4 (CH,),C=CHCH,CH; 783.1 812 12 propene
[Ca H_] 563-79-1 (CH;)-C=C(CH,)» 785.9 8139 15 (CH;),C=CH,
{CeH,5] 592-41-6 I-hexene 776.3 805.2 12 propene
[CeHya] 110-82-7 c-CeHy» 666.9 686.9 42 C,Hg: ¢-C3Hg
[CeH,5] 922-61-2 CH;CH=C(CH,)C,H; 784.0 8129 12 propene
[C,H,.N] A0508-49-1 (CH,);N-CH=N-(2-propenyl) 9723 1004.8 0 Rin(1/1)
[C,H|>N5] 5397-67-1 1H.5H-pyrazolo[1,2-a]pyrazole, tetrahydro 947.3 978.0 58 Rin(2/1)
[CoH /2N 280-57-9 1.4-Diazabicyclo[2.2.2]Joctane 934.6 963.4 12 (CH;);N+RIn(6/3)
[CeH1aNs] 133835-16-2 (CH.)>-N-CH=N-{c-propyl) 973.8 1006.2 0 Rin( I/1)
[CeHaN205] 1948-31-8 di-L-alanine 905.6 NE NE not estimated
[CeH/aN-O4] 6620-95-7 ser-ser 886.4 NE . NE not estimated
[C4H;-0] 592-90-5 ¢-C¢H-O(Oxepane) 806.8 834.2 17 sym ethers
[CeH}20] 75-97-8 t-C{HyCOCH; 808.2 840.1 2 unsym ketones
[Cel1}:0] 1003-17-4 2,2-Dimcthyltetrahydrofuran 818.5 847.7 11 unsym ethers
[CeH;-0] 589-38-8 3-hexanone 811.3 843.2 2 unsym ketones
[CH 20,1 §23-18-7 cis-1.3-cyclohexandiol 849.7 882.2 0 ?
[CeH,0,] 598-98-1 t-C4Hy-COOCH; 814.2 8452 5 esters
[CeH|20,] 5515-04-0 trans-1.3-cyclohexanol 797.9 828.6 5.8 Rin(z/1)
[CeH 20s] 123-42-2 (CH;3),C(OH)CH,(C=0)CH; 791.1 822.9 2 unsym ketones
[CeH,204] 26655-34-5 alpha-D-glucose 778.9 NE NE not estimated
[CeH 204] 28905-12-6 beta-D-glucose 778.9 NE NE not estimated
[C.H:N] 111-49-9 Hexahydroazepine 923.5 956.7 -19 (CH;),NH
[CoH,:N] 626-67-5 1-Methylpiperidine 940.1 971.1 56 (CH,);N
[C,H|3N] 1611-12-7 n-C;H;CH=NC,H; 923.0 955.5 0 RIn(1/1)
CeH|:N] 78733-72-9 {CH;)-NC{CH;)=CHCH, 9729 1005.4 0 Rin( /1)
C.H,:N] 108-91-8 c-C.H, NH, 899.6 934.4 -8 S(CeH,,CH3)-
[CHN] 6906-32-7 (CH4)-C=CHN(CH:}, 934.5 967.0 0 RIn( /1)
[C.H,:NO] 760-79-2 n-C;H-CON(CH)- 890.8 921.7 S amides
[C,H,:NO] 685-91-6 CH-CON(C-Hgs- 894.4 925.4 5 amides
[CeH|aNO) 21678-37-3 1-C;H-CON(CH:)a 891.8 923.7 2 amides
(C.H,:NO] 53687-79-9 ¢-CsH,Nt2-OCH.) 936.7 969.9 -2 (CH;),NH
[C.H:NOA] 61-90-5 L-leucine 880.6 9146 -5 CH;NH,
[ CeH:NO5] 73-32-5 L-isoleucine 883.5 917.4 -5 CH;:NH-
| CaH,:0:P) 7735-82-2 cis.cis-2-Methoxy-4.6-dimethyl-1.3.2- 919.1 951.6 0 Rinc /1)
dioxaphosphorinane
[C.H.:0:P} 41821-91-4 trans-2-Methoxy-cis.cis-+.6-dimethyvl-1.3.2- 9141 946.6 0 Rinc1/1y
dinxaphaspharinane

|CH,:P] 39763-50-3 {CH:PCH; 936.7 969 .4 0 Rinc1/1)
[CHN- 32150-25-7 {CH,1»N-CH =N-{n-propy1) 979.2 10117 0 Rin( 1/1)
LCLHN:) 32150-24-6 (CHO-N-CH=N-(1-methy lethyvly 931.0 1013.5 ) Rin(1/1)
[C.HNL 131228404 (CH;):N-CICH1=NC,H; 996.7 1029.1 0 RInc1/1)
[C.HLNS 26163-37-1 Pyridazine. hexahydro-1.2-dimethyl 935.4 966.1 5.6 (CH; ;N
[CH.:N.O] (3 66-62-4 (CH . N-CH=N-2-methoxyethyli 986.4 1018.9 0 Rin(1/D)
[CHNO- S6-NT-1 L-Jvsine 951.0 996 —-42 93CHE/WU
| C.H..N.O,; T4-T0R L-Arginine 1006.6 1051.0 —20) SOMAU/HAM
1C.H.L0) 1ON-20-3 1-C:H-1-0 328.1 8585 17 sym ethers

H,,0l FHI-43-3 m-C:H-1,0 S10.5 3379 17 sym ethers
{C.H.O! f\.‘”-“)l».‘ C-H:0n-C.H.» 8209 356.0 11 unsym cthers
CCOH O 118-00-9 neo-C -OCH: 967 8258 i unsym cthers
i C.HLOSH 1\"«‘* 30 CH:=1CHOOSHTCH 0. 898.2 v30.6 0 Rine /1)
{CHLON 13179-46:4 CHOCH,OCH 886 93135 -62 SISHA/BLA

i [11-96-6 CHOOCH-CH-1.OCH: 8709 9188 =52 S4SHA/BLA: 83MAU
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TaBLE 1. Gas basicity, proton affinity and protonation entropy of Hill sorted bases—Continued
Formula Reg No Base GB PA As, AS, Reasons
[CeH 48] 111-47-7 (n-C3H;).S 834.9 864.7 9 sym sulfides
[CeH,4S] 625-80-9 (i-C3H7),S 846.6 876.4 9 sym sulfides
[CeHsN] 121-44-8 (C>Hs)3N 951 981.8 5.6 (CH;);N
[CeHysN] 142-84-7 (n-C3H,);NH 9293 962.3 -19 (CH;),NH
[CeHy5N] 111-26-2 n-C¢H 3NH, 893.5 927.5 =5 CH;NH,
{CsH,sN] 927-62-8 (CH3)a(n-C Hg)N 938.2 969.2 5.6 (CH3):N
[CeH5N] 921-04-0 (sec-C4Hg)(CH;),N 945.1 975.9 5.6 (CH;3);N
[C¢H;sN] 7239-24-9 (CH;),(i-C4Hg)N 937.8 968.7 5.6 (CH;);N
[CeH,sN] 108-18-9 (i-C3H,).NH 938.6 9719 -19 (CH;).NH
[C4H,sN] 918-02-5 (CHa),(1-C4Hg)N 948.6 979.6 5.6 (CH3);N
[CeH,sNO] 4048-33-3 NH,(CH,)sOH 915.7 969.0 -70 80MAU
[CeH,sNs] 13439-84-4 ((CH3)aN),C=NCH; 1015.2 1047.7 0 Rln( /1)
[CeH,sOP] 597-50-2 (C,H;);PO 906.8 936.6 9.1 RIn(3/1)
[CeH;s04P] 78400 OP(OC ,H,), 8790.6 009.3 9.1 RIn(3/1)
[CeH,sP] 554-70-1 (C,Hs):P 952.0 984.5 0 RIn(3/3)
[CeH gN>] 60678-65-1 (n-C3H;)(CH;)NN(CH3), 934.3 966.8 0 Rin(1/1)
[CeHgNs] 23337-93-1 Hydrazine, 1,2-diethyl-1,2-dimethyl 933.0 963.7 5.8 RiIn(2/1)
[ CeHyNa] 110-18-9 (CH3),N(CH,),N(CH;), 970.6 1012.8 -33 80MAU/HAM
[CeH 6Na] 124-09-4 1.6-Diaminohexane 946.2 999.5 =70 80MAU/HAM
[C¢H 6N2OP] 7778-06-5 ¢-OP{N(CHj;),}N(CH;)CH,CH,N(CH3) 929.3 961.7 0 RIn(1/1)
[CeH,40Si] 597-52-4 (C;H5);SiOH 794.8 822.1 17 88LI/STO
[CoHyNSi] 18182-40-6 (CH,);SiCH,N(CH;), 9438 9745 5.6 (CH,);N
[ CoH,sN:OP] 680-31-9 OP(N(CH3),), 928.7 958.6 9.1 Rin(3/1)
[CeH gN1P] 1608-26-0 P(N(CH3)»)3 897.7 930.1 0 Rin(1/1)
[C¢H gN;PS] 3732-82-9 SP{N(CHj,),); 9122 942.0 9.1 Rin(3/1)
[CeH sN1:PSe] 7422-73-3 SeP(N(CH;)1); 904.3 934.1 9.1 RIn(3/1)
[CeH 30Si] 107-46-0 (CH,);SiOSi(CH;); 816.2 846.4 7.8 87LISTO
[CeMo0Og] 13939-06-5 (CO)Mo 738.1 762.6 264 Rin(24/1)
[CeOeV] 20644-87-5 (CO)V 7753 799.9 264 RlIn(24/1)
[C,OsW] 14040-11-0 (CO)W 7334 758.0 26.4 Rin(24/1)
[C4H N-04] 619-72-7 4-NO,-C¢H,;-CN 745.1 775.7 6 nitriles
[C+H N-O,] 619-24-9 3-NO,-C¢H,-CN 750.7 781.4 6 nitriles
{C;H:Q10] 587-04-2 3-CIC(H,CHO 781.1 813.0 2 CH;CHO
[C;HsC10] 104-88-1 4-CIC,H,CHO 799.4 831.3 2 CH,CHO
[C;HsCrNO;] 36312-04-6 (CsHs)Cr(CO),NO 786.7 819.1 0 Rin( /1)
[C-HsDs] 1124-18-1 C¢HsCDy 762 789.7 16 toluene
[C;HsFO] 456-48-4 3-FC¢H,CHO 7825 814.3 2 aldehydes
{C;HsFO] 459-57-4 4-FC¢H,CHO 7953 827.1 2 aldehydes
[C-HsN] 100-47-0 C¢HCN 780.9 811.5 6 nitriles
[C-HsN] 931-54-4 CyH:NC 836.0 868.4 0 RiIn(1/1)
[C-H:N] 2510-22-7 +4-ethynyl-pyridine 898.2 930.1 2 pyridincs
[C-HsNO] 273-53-0 benzoxazole 859.8 891.6 2 pyridines
TC-H{NO:] 555-16-8 +4-(NO,)CH,CHO 763.2 795.1 2 aldehydes
[C-H:O.Rh] 12192-97-1 (CsHs)Rh(CO), 851.8 882.5 5.8 Rin(2/1)
[ C-H.CINO| 618-48-4 3-CI-CoH,CONH, 846.3 877.2 5 amides
| C-H,CINO] 619-36-7 +-Cl-C,H,CONH, 846.3 871.2 5 amides
[C-H.F] 2599-73-7 3-FC4H,CH, radical 804 836.5 0 ?
(C-HFNO) 455-37-8 3-F-C(H,CONH, 846.3 877.2 5 amides
[C-H.FNO] 824-75-9 +4-F-C,H,CONH, 846.3 877.2 5 amides
[C-H.F:N] 98-16-8 3.CF,C¢H,NH, 825.1 856.9 2 anilines
[C-HoN-] 274-76-0 Imidazo(1.2-ajpyridine 940.3 972.1 2 pyridines
[C-H.N:] 271-44-3 IH-Indazole 868.9 900.8 2 pyridines
[C-H,N:] 271-63-6 7-Azaindole 908.3 940.2 2 pyridines
[C-H.N,] 3172 Benzimidazole 920.3 953.8 -3 pyridine-RIn2
[C-H.N-] 2237-30-1 3-NH.-C H.CN 810.4 8423 2 anilines
[C-H.N-0: 619-80-7 14-NO,-C,H,;CONH, 8144 845.3 5 amides
[C-H.N.0.] 643-09-0 3.NO.-C,H.CONH. 823.2 8542 5 amides
{C-H.0] S39-80-0 2.4.6-Cvycloheptatricne- [-one 891.0 920.8 9 sym ketones
| C-H.O] S02-87-4 4-Methylene-2.5-cvelohexadiene- F-one 894.0 9228 9 sym ketones
1C-H.0]} J00-52-7 C.HCHO 3021 834.0 2 CH;CHO
{C-H.OL) 6H3-85-0 C,H:COOH 790.1 821.1 5 acids
“C-H-] 2154.56-5 C.H:CH- 300.7 8314 6 isoel analog
CC-H-1 3851-27.7 ¢-C-H- radical 800.0 332.4 0 ?

! Phuc Cham Ref Nata Vel 27 Nn 3 1008
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Formula Reg No Base GB PA As, AS, Reasons
[C-H-Br] 106-38-7 4-Br-toluene 745.8 775.3 10 aromatics
[C-H;Br] 95-46-5 2-Br-toluene 745.8 775.3 10 aromatics
[C-HBr] 591-17-3 3-Br-toluene 752.5 782.0 10 aromatics
{C-H.C1] 95-49-8 2-Cl-toluene 761.1 790.5 10 aromatics
| C-HLC1Y 106-43-4 4-Cl-toluene 735.2 762.9 16 aromatics
[C;HCl] 108-41-8 3-Cl-toluene 754.5 783.9 10 aromatics
[C;H,F] 95-52-3 2-F-toluene 743.8 773.3 10 aromatics
[C;H4F} 352-70-5 3-F-toluene 756.0 785.4 10 aromatics
| CsHqt] 352-32-9 4-CH;-CgHyb 736.1 763.3 16 aromatics
[C7HA1] 615-37-2 2-I-toluene 750.8 780.3 10 aromatics
[C.H;N] 16118-22-2 CHCH=NH 879.4 911.9 0 Rin(1/1)
[C;H;N] 56911-25-2 2.3-Cyclobutenopyridine 922.0 953.9 2 pyridines
[C,H;N} 56911-27-4 3.4-Cyclobutenopyridine 925.6 957.5 2 pyridines
[C;H;N] 100-43-6 4-Vinylpyridine 912.3 944.1 2 pyridines
[C;H;NO] 350-03-8 3-(CH;CO)-pyridine 884.3 916.2 2 pyridines
[C;H;NO] 1122-54-9 1-(4-Pyridinyl)-ethanone 882.9 914.7 2 pyridines
[C;H;NO] 55-21-0 C HsCONH, 861.2 892.1 5 amides
[C;H;NO,] 118-92-3 2-NH,-benzoic acid 869.0 901.5 0 ?
[C;H;NO,] 150-13-0 4-NH,-benzoic acid 832.3 864.7 0 ?
[C-H;NO,] 99-05-8 3-NH,-benzoic acid 832.3 864.7 0 ?
[C;H;NO] 556-18-3 4-NH,C,H,CHO 878.6 910.4 2 anilines
[C;H;NO,) 93-60-7 methylnicotinate 893.8 925.6 2 pyridines
[C;H;NO,] 14188-94-4 1-(3-pyridinyl-1-oxide)ethanone 880.6 913.1 0 7
[C;H,NO,] 99-99-0 4-Nitrotoluene 782.7 815.2 0 ?
[C;H,NO,) 2459-09-8 Pyridine-4-carboxylic acid, methyl ester 894.7 926.6 2 pyridines
[C;H;NO;) 619-73-8 4-NO,-C,H,CH,0H 778.0 810.5 0 86SUN/KUL
[C4H;N3] 13351-73-0 I-methylbenzotriazole 898.7 931.2 0 Rin(1/1)
{C/HyN;] 16584-00-2 2-methyl-2H-benzotriazole 855.9 890.1 -58 Rin( 1/2)
[C;H,0] 155174-22-4 3-OH-benzyl 853 885.5 0 RIn(1/1)
{C;H,0] 3174-48-9 4-Me-phenoxy 852 884.5 0 Rint 1/1)
[C;H,0] 88170-17-6 4-OH-benzyl 864 896.5 0 Rin( /1)
{CsH,0] 155174-21-3 2-OH-benzyl 846 878.5 0 Rin(1/1)
[C;H-0) 3174-49-0 2-Me-phenoxy 842 874.5 0 Rln(1/1)
{C,H,0) 41115-75-7 3-Me-phenoxy 845 8775 0 Rin( /1)
[C7Hy) 108-88-3 CqHsCH; 756.3 784.0 16 toluene
[C,H.]) 121-46-0 Ricyela[2.2.1]hepta-? S-diene 8203 8103 1.5 Rin(4/1)
[C-HyN,0] 3544-24-9 3-NH,-C¢H,CONH, 869.9 900.9 5 amides
[C,HgN.O] 2835-68-9 4-NH,-C¢H,CONH. 896.9 9279 5 amides
[C;H4N.0,) 100-15-2 N-Methyl-4-nitroaniline 865.1 891.6 20 anilines
[C-H N,] 17258-04-4 Di( I-pyrazolylymethane 893.0 024.7 5.8 Rin(2/1)
[C;H;0) 694-71-3 Bicyclo[2.2.1]hept-2-ene-7-one 798.3 830.2 2 unsym ketones
[C-H,0] 100-51-6 C,H:CH,OH 748.0 778.3 7 CH;OH
{C-H.O] 100-66-3 C.H:OCH: 807.2 839.6 0 ?
[C-H.0] 694-98-4 Bicvelo[2.2.1]hept-2-ene-5-one 8134 8453 2 unsym ketones
[C-H,0.] 1004-36-0 2.6-Dimethyl-4-pyrone 907.3 941.5 -5.8 Rin( 1/2)
[C-H.0-S] 3712-85-4 C,H:SO-CH. 780.3 3127 0 RIn(1/1)
[C-H.S) 100-68-3 C.H<SCH. 843.7 872.6 12

[C-HyN] 95-53-4 2-methylaniline 859.1 890.9 2 anilines

[ C-HyN] 536-75-4 +-1C-Hs1-pyridine 919.2 951.1 2 pyridines
[C-H,N] 108-48-3 2.6-(CHa)-pyridine 931.1 963.0 2 pyridines
[C-HyN) 108-44-1 2.CH:C,H,NH: 8640 895.8 2 anilines
{C-HyN] 00-40-9 CHsCHaNH- 8794 913.3 -3 CH:NH,
{C-HN] 100-71-0 2-(C>Hzi-pyridine 920.6 9524 2 pyridines
[C-HN] 589-93-5 2 5-1CH bepyridine 926.9 938.8 2 pyridines
[C-HoNj 108-47-% 244 CHo-pyridine 930.8 962.9 2 pyridines
[C-HuN} I¥A-61-9 2ACH -payridine ERANRY] PALA 2 pyndines
[C-HLN] 100-61-8 (‘ H:NHCH: 8901 916.6 20 anilines
[C-H.N} 391-22-0 S5 CHa-pyridine AR 9354 2 pyridines
[C-H.N! 106-49-0 4 (, H;C H.NH. 8648 %96.7 2 anilines
[C-H.N] S8A-5R-4 3 4= CH:1-pyridine Y253 Y373 2 pyridines
[C-H.N] 36787 3oCoHe-paridine 9155 9474 2 pyridines
IC-HNO] S36-90-3 CHOCHNH LN 9134 2 anilines
[C-HNOJ YO-04-4) 2CH.OC H.NH. 5T33 Yos 2 2 anilines
[C-HNOT 23579922 24 CH.OCH -pyndine Yo d 933.3 2 pyridines
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Formula Reg No Base GB. PA As, AS, Reasons
[CINO] 104049 4 CH,OC(H,NH, 268.5 900.3 2 anilines
[C,HgNS] 1783-81-9 3-CH;SC¢H NH, 870.3 902.1 2 anilines
(CHy] 498-66-8 Bicyclo[2.2.1]hept-2-ene 804.0 836.5 0 RiIn(1/1)
[C;H,(CIN] #449 3-Chloro-1-azabicyclo[2.2.2Joct-2-ene 916.7 947.5 5.6 (CH3):;N
[CqH gNa] 18437-57-5 N.N-Dimethyl-3-pyridinamine 943.1 9069.6 20 anilines
[CsHoN,] 1122-58-3 N.N-Dimethyi-4-pyridinamine 971.1 997.6 20 anilines
[C7H oNA] 5683-33-0 N.N-Dimethyl-2-pyridinamine 941.6 968.2 20 anilines
[CH;oN,0,] 4027-57-0 3(5)-methyl-5(3)-ethoxycarbonylpyrazole 870.8 902.6 2 pyridines
[C;H,(O] 10218-02-7 Bicyclo[2.2.1]heptan-7-one 802.4 832.1 9 sym ketones
[C.H,,0] 497-38-1 Bicyclo[2.2.1]heptan-2-one 815.5 847.4 2 unsym ketones
[C;H,,0] 1121-37-5 (c-C3H;),CO 850.6 880.4 9 sym ketones
[C;HS] 38381-24-7 (c-C3H;5),CS 874.5 904.3 9 sym ketones
{C;H,,F:N] #524 3.3-Difluoro-!-azabicyclo[2.2.2]octane 904.8 935.5 5.6 (CH;);N
{C;HN] 766-05-2 c-CgH,;,CN 7844 815.0 6 nitriles
[CHN] 87-62-7 2.6-dimethylaniline 869.8 901.7 ) 2 anilines
[C;H,N] 13929-94-7 I-Azabicyclo[2.2.2]oct-2-ene 938.6 969.4 5.6 (CH;)3N
[C;H,,NO] 3731-38-2 1-Azabicyclo[2.2.2]octan-3-one 405.2 936.0 5.6 (CHy)WN
[CHis) 765-47-9 ¢-CsHg-1.2-(CHa)s 791.9 822.6 5.8 RIn(2/1)
[CH,.] 1000-86-8 (CH;)-,C=CHC(CH;3)=CH, 857.6 886.5 12 propene
[CsH,5] 591-49-1 1-Methylcyclohexene 792.6 825.1 0 ?
[C4H,,BrN] #364 3-Bromo- 1 -azabicyclo[2.2.2]octane 931.8 962.6 5.6 (CH;3):N
[C;H,CIN] 42332-45-6 3-Chloro-1-azabicyclo[2.2.2Joctane 923.5 954.3 5.6 (CH::N
[C;HxCIN] 5960-95-2 1-azabicyclo[2.2.2}-octane, 4-chloro 918.6 949.4 5.6 (CH3)3N
[C;H,-CIN] 96943-88-3 1-azabicyclo[2.2.2]-octane, 2-chloro 920.0 950.8 5.6 (CH3);N
[C,H,,FN] #321 3-Fluoro-1-azabicyclo{3.2.1]octane 936.7 967.5 5.6 (CH3);N
{C;H,aN,] 3001-72-7 1,5-diazabicyclo{4.3.0]non-5-ene 1005.9 1038.3 0 Rin( /1)
[C;HaN,] 45676-04-8 1-t-Butylimidazole 954.9 987.0 2 pyridines
[C:H,:N;] 15802-80-9 3(5)-t-butylpyrazole 891.0 922.8 2 - pyridines
[C7H 2N\ ] 52096-24-9 n-Butylpyrazole 897.3 928.8 3 pyrazole
[CH,2N,O4] 704-15-4 gly-pro 905.6 NE NE not estimated
[CsH2N,04] 2578-57-6 pro-gly 925.1 NE NE not estimated
[C,H,.0) 580.00.4 4-methylcyclohexanone 130 449 2 unsym ketnnes
{C;H,,0] 502-42-1 cycloheptanone 815.9 845.6 9 sym ketones
[CsH,.0,] 98-89-5 Cyclohexane carboxylic acid 792.8 823.8 5 acids
[C5H,:N] 100-76-5 1-azabicyclo{2.2.2]-octane 952.5 983.3 5.6 (CH;)3N
[CH,Nj 7242021 Bicyclo[2.2.1]heptan-2-amine exo 901.3 0353 -5 CH,NH,
[C;H:;3N] 31002-73-0 Bicyclo[2.2. 1 heptan-2-amine.endo 901.3 935.3 -5 CH;NH.
{C5H,3N;] 673-46-1 N, .N,-dimethylhistamine 990.1 1022.0 2 pyridines
[C:H3N;] 5807-14-7 1.5.7-triazabicyclo [4.4.0]dec-5-ene 1022.1 1054.6 0 Rlin(1/1)
[C-H3:N:0,] 3146-40-5 ala-gly-gly 917.8 NE NE not estimated
[C-H,:N:0y4) 19729-30-7 gly-gly-ala 9148 NE NE not estirmated
[C-H,,) 625-65-0) {CH,).C=CHCHI(CH, ), 7831 812 12 propene
[C-H,:CIN] 19665-74-9 ¢-CsHoN2-CH-CLL1-CH; 934.2 965.0 56 (CH3):N
[C-H;N,j 6238-14-8 3-Amino-1-azabicyclo[2.2.2Joctane 954.7 985.5 5.6 (CH:)3N
[C-H N, ] 6323-29-1 2-Methyl-1.2-diazabicyelof2.2.2]-octane 938.1 968.9 56 (CH. )N
[C-H|;N,] 14287-89-9 2.3-diazabicyclo[2.2.1 Jheptane. 2.3-dimethyl 945.6 978.0 0 Rin(1/1)
[C-H N3] 151328-39-1 (CH:)-N-CICH;) = N(e-C; Hs) 991.7 1024.1 0 Rin( 1/1)
[C-HuN:O3] 1963-21-9 aly-val §74.1 NE NE not estimated
[C-H | N-0s] 686-43-1 val-gly 874.1 NE NE not estimated
[C-H,:0] 100-49-2 o-C.H,,CH-OH 7717 802.1 7 CH:OH
[C-H,.0] 931-36-6 ¢-CoH, OCH, 811.3 840.5 1 unsym cthers
[C-H,,0] 123-19-3 n-C;H-1.CO 815.3 845.0 9 sym Kketones
[C-H,,0] S65-80-0 ti-C:H-1,CO 820.5 850.3 9 sym Ketones
[C-H,.S] 2550-37-0 ¢-C H,;CH.SH 7824 813.6 4 CH.SH
“C-H,.,S] 6372-99-2 Heptamethyienesuifide 830.7 860.5 9 sym sulfides
[C-H,,S! ¢-C.H;SCH: ERRI 864.5 4 unsym sultides
[C-H,.N; TR73I3730 (CH:1NCIC.Ha=CHCH. 961 991.8 56 {CH3)N

| C-H,N} AR08 o-C.H;,CH-NH- 958 926.6 56 (CHy )N
[C-H,:NOJ 24331-71-2 t-C,H.CONICH 1y 8952 927.1 2 amides
[C-HLNL 94792201 (CH:N-CICH 1= Nen-C Ho 997.9 1030.3 0 RinC1/1)
"C-H,.N5) 4YR40-68-8 1H-1.2-diazepine. hexahvdro-1.2-dimethy] 936.1 966.8 5.8 Rin(2/1)
[C-H..N. ERREAEVRIS (CH:1aN-CH = N-t I-methviprops i YRS.7 1018.1 0 Rin(1/1}
[CHLNL RTRNEWTIR CH N -CLOH 1 = NG-CLH- 999.2 10316 0 Rln( 1/1)
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Formula Reg No Base GB PA AS, AS, Reasons
{C-H eNs] 3717-82-6 (GH4)-N-CH=N-(n-butyl) 980.5 1013.0 0 Rin(1/1)
[C:H6N5] 67161-18-6 (CH;).N-CH=N-(2-methylpropyl) 982.0 1014.5 0 Rin( 1/1)
[C;H;sNa] 23314-06-9 (CH;),N-CH=N(t-C4Ho) 988.3 1020.8 0 Rin(1/1)

[C3H 6N:0) 151328-41-5 (CH,),N-C(CH,)=N(CH,);0CH; 1003.3 1036.2 0 Rin(1/1)
[C;HO] 17348-59-3 (i-C3H;)O(-CsHy) 841.5 870.7 11 unsym ethers
[C/H,405] 111-89-7 CH,0(CH,);OCH; 879.5 931.3 ~65 84SHA/BLA
[C:H7N] 57757-60-5 {t-CsH ) (CH3).N 951.5 982.5 56 (CH;};N
[CHN] 10076-31-0 (CH:)a(neo-CsH, N 9395 970.5 5.6 (CH),N
[C:H,;N] 4458-31-5 (C3Hs)(r-CoH,)N 947.9 978.8 5.6 (CH);:N
[C;H3N] 6006-15-1 (i-C3H;)N(C,Hs)» 965.6 996.4 56 (CH3);N
[C-H,-N} 111-68-2 n-C;H,sNH, 889.3 923.2 =5 CH;CH.NH,
[C-H{7N3] 13439-88-8 ((CH;3).N}hC=NC,H; 1019.0 1051.4 0 Rin(1/1)
[Cll19N;] 101398-58-7 (CH;)>N-CH = N(CH.)>N(CHj), 996.4 1028.8 0 Rin¢ 1/1)
[C;H,P] 3405-42-3 (n-CHy)y(CH,)P 950.9 9835 0 Rin(1/1)

[CiH N, 60678-73-1 (t-C4Hg){CH3;)NN(CH3), 936.4 968.8 0 Rln(1/1)
[CsHgN,] 110-95-2 (CH;),N(CH,);N(CH;), 985.4 1035.2 -58 8OMAU/HAM
[CoH gNa] 52598-10-4 {n-C,H,)(CH;)NN(CH;), 938.1 970.5 0 Rin(1/1)
[C3HyNs) 646-19-5 1.7-Diaminoheptane 944.9 998.5 -7 S8OMAU/HAM
[C;H oNSi] 23138-94-5 (CH.),Si(CH,)-N(CH ), 949.4 980.4 5.6 (CH,);N
[CsH,F,N] 368-77-4 3-(CFy)-CoH-CN 760.8 791.4 6 nitriles
[CoH,F:N] 455-18-5 4-(CF3)-C{H,-CN 7583 7872 11.8 nitriles+R1In(2/1)
[C4H N 626-17-5 1.3(CN)-CeHy 750.4 779.3 1.8 nitriles+RIn(2/1)
[CeHLN,] 623-26-7 14-(CN),-CoH, 751.8 779.0° 17.5 nitriles +RIn(4/1)
[CxH:CT] 873-73-4 4-CI-C¢H,-CCH 801.7 832.4 58 Rin(2/1)
[C4HCY T66-83-6 3-CICgH,CCH 7798 8123 0 Rin(1/1)
[C4HsC1,0] 2902-69-4 CeHsCOCCl, 787.0 818.9 2 unsym ketones
[C4H;F] 2561-17-3 3-FC¢H,CCH 776.3 808.7 0 Rin( 1/1)
[CyHsF] 766-98-3 4-FCH,CCH 796.7 827.4 5.8 Rln(2/1)
[C4H;F;0] 455-19-6 p-CF,C¢H,CHO 773.8 805.6 2 CH,;CHO
[C4H:F:0) 434.45.7 C,H;COCF, 767.4 799.2 2 unsym ketones
[ CHNOJ 105-07-7 4-CNC(H,CHO 766.3 796.9 6 nitriles

[CeHy] 536-74-3 CeHs-CCH 801.3 832.0 538 RIn(2/1)
[C3H(CIN] 64407-07-4 3-(CH,CH-C¢H,-CN 780.6 811.2 6 nitriles
{C3HCIN] 874-86-2 4-(CH-CD-C¢H-CN 782.1 812.8 6 nitriles
[CyH¢FiNO] 1801-10-1 3-CF;-C4H,CONH, 836.0 866.9 5 amides
[C3HgF:NO] 1891-90-3 4-CF;-C(H,CONH, 831.8 862.8 5 amides

[ C¢HeN,) 253-66-7 Cinnoline 904.4 936.3 2 pyridines
[CgHeNA] 91-19-0 Quinoxaline 873.7 903.8 8 pyridines+RIn(2/1)
[C4H-Br] 2039-82-9 4-BrC¢H,CH=CH, 809.8 838.7 12 propene
[C«H-Br] 2039-86-3 3-BrC4H,CH=CH, 7935 8224 12 propene
[CyH,CH 2039-35-2 3-CIC,H,CH=CH, 812.6 841.5 12 propene
[C4H-CIO] 99-02-5 3-Cl-C4H-COCH, 815.1 846.9 2 unsym ketones
[{C.H-CIO] 99.91-2 4.CI-C4H,-COCH; 8248 856.6 2 unsym ketones
[CH-CIO.] 2905-65-9 3-Cl-C H,-COOCH; 804.4 835.4 5 esters
[C4H-CIO,] 1126-36-1 4-Cl-CH,-COOCH; 811.1 842.1 5 esters
[CH-FO] 403-42-9 4-F-C,H,-COCH; 826.8 858.6 2 unsym ketones
[CH-FO] 435-36-7 3-F-C,H,COCH; 813.8 845.7 2 unsym ketones
[CH-FO,]} 435-68-3 3-F-C.H,;-COOCH,; 801.9 832.9 5 esters
[C\H-FO.] 403-33-8 +4-F-C,H,-COOCH; 810.3 841.3 S esters
{C.H-FO,5) 124397-38-2 4-SO.F-CH,-COOCH; 771.6 802.6 5 esters

| C.H-FO,S] 124397-36-0 3-S0.F-C,H,-COOCH, 775.1 806.1 5 esters

[CH-N] [4235-81-3 4-H.N-C(H,-CCH 882.0 912.7 58 Rin(2/1}
[C.H-N] 140-29-4 Benzyl cyvanide 7748 805.5 6 nitriles
[C.H-N] 120-72-9 Indole 901.9 9334 3 pyrrole
[CH-NO-S] 22821-76-7 4-(CH:SO,1-C H,-CN 768.0 798.7 6 nitriles
IC.H-NO-S; 22821-75-6 3(CH.SO.-CH-CN 768.8 799.5 6 nitriles
{C.H-NOY] 121-89-1 3-NO,-C H-COCH: 794! 826.0 2 unsym ketones
[CH-NO:] 100-19-6 4-NO,-C.H,-COCH- 7925 8243 2 unsym ketones
[CH-NO, 619-30-] 1-0.N-C.H,-COOCH;, 7823 813.2 5 esters
1CH-NOL 618-95-1 3-0-N-C. H;-COOCH: 847 8137 3 esters,

[CH. 277-10-1 Cubane 8336 8399 20.6 Rint24/2)
|C.H.] 100-42-5 C.H:CHCH. 8092 839.5 74 ALE

TCHG 22796-95-3 12-C Hye=CHa 871.7 R 8 propene = Rint 2/1)
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[CsHy] 502-86-3 1,4-C¢Hy(=CH,), 873.5 900.6 18 propene +RIn(4/2)
[CyH FeO] 12080-06-7 (C5H,)Fe(CO)-CH, 759.5 792.0 0 Rin(1/1)
[CgHgN-] 934-37-2 2-Methylimidazo(1,2-a)pyridine 959.0 990.9 2 pyridines
[CeH;sN-] 933-69-7 5-Methylimidazo(1.2-a)pyridine 955.4 987.4 2 pyridines
[C4HgN,] 1632-83-3 1-methylbenzimidazole 935.2 967.0 2 pyridines
[C4HgN,] 4838-00-0 2-Methyl-2H-indazole 909.6 9414 2 pyridines
[CyHgN-] 874-39-5 7-Methylimidazo( 1,2-a}pyridine 962.7 994.6 2 pyridines
[CgHgN,] 13436-48-1 t-methylindazole 890.5 9224 2 pyridines
[CeH30] 104-87-0 4-(CH-)C,H,CHO 820.0 851.8 2 CH,CHO
[CeHs0) 620-23-5 3-CH,C,H,CHO 808.1 840.0 2 CH;CHO
[CsHz0] 98-86-2 C H;COCH, 829.3 861.1 2 unsym ketones
[C¢Hz05] 99-04-7 Benzoic acid. 3-methyl 798.8 829.8 5 acids
[CgHg0s] 123-11-5 4-CH,0C¢H,CHO 849.3 881.1 2 aldehydes
[CgHgO5] 99-93-4 4-HO-C¢H,-COCH;, 851.9 883.7 2 unsym ketones
[C4Hz0,] 93-58-3 C¢HsCO,CH;,4 819.5 850.5 5 esters
fC<H:0,1 118-90-1 Benzoic acid. 2-methyl 807.8 838.8 5 acids
[CgH,0,] 591-31-1 3-CH;0C4H,CHO 812.2 844.1 2 aldehydes
[C3H0,] 121-71-1 3-HO-C¢H-COCH;, 831.8 863.6 2 unsym ketones
[CsHgO-] 99-94-5 Benzoic acid, 4-methyl 805.7 836.7 5 acids
[CsH:0:] 19438-10-9 3-HO-C4H.-COOCH, 819.1 850.0 5 esters
[CsH50s] 99-76-3 4-HO-C¢H,-COOCH; 8325 863.4 5 esters
[Cy4Ho) 2348-51-8 C4HsCHCH; radical 804 836.5 0 ?
[C4HoN] 533-35-7 3.4-Cyclopentenopyridine 930.5 962.4 2 pyridines
[CyHoN] 533-37-9 2.3-Cyclopentenopyridine 925.6 957.5 2 pyridines
[C4HyN] 696-18-4 Aziridine, 1-phenyl 895.7 926.5 5.6 (CH:)3N
[C4HoN] 496-15-1 2.3-Dihydroindole 926.3 957.1 5.6 (CH3);N
[CgHoNO] 619-55-6 4-CH;-C¢H,CONH, 869.9 900.9 S amides
[CyH,NO] A18-47-3 3.CH,-C,H,CONH, 8699 900.9 5 amides
[C4HgNO] 99-92-3 4-NH,-C,H,-COCH; 877.0 908.8 2 anilines
[CyHgNO,, 89-87-2 2.4-Dimethylnitrobenzene 798.5 831.0 0 ?
[C4HNO-] 619-45-4 4-NH,-C¢H;-COOCH;, 853.0 883.9 5 esters
[ CsHoNO,] 3424-93.9 4-CH;0-CH,CONH, 869.4 900.3 5 amides
[C4HyNO] 5813-86-5 3-CH;0-C¢H,CONH, 869.9 900.9 5 amides
[C4Hyo] 95-47-6 o-Xylene 768.3 796.0 i6 aromatics
[CeH o) 106-42-3 p-Xylene 766.8 794.4 16 aromatics
[CyHyol [00-414 C.H.CH, 760.3 788.0 16 toluene
[CeHyo] 108-38-3 1.3-(CHa)5-CoHs 786.2 812.1 2 87LISTO
[CeHCIN] 698-69-1 4-CICH,N(CHy), 896.4 9229 20 anilines
[CsH,oFN] 403-16-3 4-FCH,N(CH,) 898.3 924.8 20 anilines
[C4H | FsNST #696 4-SF:C,H,N(CH,) 872.2 898.7 20 anilines
[ CH oFNS] #678 34(CH,)-NC H.SFs 874.5 901.0 20 anilines
[CiHpN-0,] 100-23-2 N.N-Dimethy!-4-nitroaniline 870.2 896.7 20 anilines
[CoHN04) 619-31-8 3-(NO,JC;H,N(CH ) 867.6 894.1 20 anilines
[CH,,0] 538-86-3 CoH:CH-OCH; 7875 816.7 11 unsym ethers
{CH,,ClO] 17530-69-7 3-Chloro-5.5-dimethyleyelohexen-2-one 836.0 867.9 2 unsym ketones
{CH, N 121-69-7 C¢H:N(CH,), 509.2 9411 2 anilines
[CH,\N] 587-02-0 3-C,HsC H,NH- 866.1 897.9 2 anilines
[CH, N 61010 C H.CH.CH.NH, 902.3 936.2 -5 CH NH-
[CH N 696-30-0 4-(i-C;H;)-CH N 923.8 955.7 2 pyridines
[CH,N] 622-39-9 2.(C H-i-pyridine 9238 055.7 2 pyridines
[CHN] 75981474 2-(i-C:H-)-pyridine 924.6 956.4 2 pyridines
[Cat, N] 102-69-% CoHNLIC s 8929 0248 2 anilines
[C.H,,0P] {0311-08-7 (CH: 5 C HPO 876.4 908.9 0 Rinc1/1)
[CHLL P 672-606-2 C.H:PICH:), 936.8 969.2 0 RinC /1)
ICH.;} 822-92-5 1¢-C:H.C=CH, §75.8 904.7 12 propene
| C\H; 1 H97-35-8 2-Methylerebicy clo[ 2.2 Jheplane 331.8 360.7 i2 propenc
[CH . 694-92-8 2-Methy ibicyclo[2.2.1 Thept-Z-ene 8125 345 0 Rin(1/1)
[CH,-FN) ERIR I-Azabicvelo[2.2. 2 foctane 4-triffluoromethyi- g16.8 947.6 5.6 {CH: N
“CHNL) 26458-78-6 I-azabieyclof 2.2 2] -octane. 4-cvano 9022 9331 5.6 (CH N
PO N S1627-76-0 I-azabicyelo[2.2.2]-octane. 3-cvano 9040 9354 3.0 (CH; N
LC.H..NA 90196-91-1 J-azabicyelof2.2.2]-octane. 2-cvano hCANG 926.4 5.6 (CH):N
TCHN 99-95-9 S-H.NCH,NI(CH Y. YA 955.0 20 anilines
CCH N-O)-, 37442044 I A-dimethyI-3-ethovycarbomy Ipyrazole NU3 924.9 2 pyridines
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Formula

Reg No

Base

GB

PA

AS

AS, Reasons

P

| CyH)aN-05] 5744-51-4 1.5-dimethyl-3-ethoxycarbonylpyrazole 901.5 933.4 2 pyridines
[CHaNL0;] 2578-58-7 his-gly 955.5 NE NE not estimated
[CyH;N,O;] 2489-13-6 gly-his 955.5 NE NE not estimated
[C4H,-0] 4694-17-1 5.5-Dimethylcyclohex-2-ene-1-one 8379 869.8 2 unsym ketones
[C«H,:0] 10599-58-2 2.3 4.5-tetramethylfuran 884.8 915.5 5.8 Rin(2/1)
[CHyaN] #249 I-Azabicyclo[2.2.2]oct-2-ene, 3-methyl 950.8 981.6 5.6 (CH,):N
[C H,:N] 22207-84-7 I-Azabicyclo[2.2.2]octane, 3-methylene 946.4 977.2 5.6 (CH;):N

[CH:N] 609-72-3 N.N.2-trimethylaniline 925.3 951.8 20 anilines
[C\{H, :NOJ 873-95-0 3-Amino-5.5-dimethylcyclohex-2-enone 915.9 946.9 5 amide-like
[CyH 4l 72014-90-5 (CH;),C=C(CH;)C(CH;)=CH, 841.0 869.9 12 propene
[C4H 4N, 141665-17-0 1-methyl-S-t-butylpyrazole 907.3 939.2 2 pyridines
[C4H 4N 141665-16-9 1-methyl-3-t-butyipyrazole 912.5 944.4 2 pyridines
[CxH4Ns] 19616-52-5 1.5-diazabicyclo[4.4.0]dec-6-ene (DBD) 1014.0 1046.4 0 Rin(1/1)
I_CnHl-uN:] 36440-80-1 3(5)-methyl-5(3)-t-butylpyrazole 014.3 046.2 2 pyridines
[CeH 4N, ] 13618-34-3 3.5-diethyl-4-methylpyrazole 919.2 952.8 -4 pyridines+Rin( 1/2)
[CH 4N,O5] 637-84-3 tetraglycine 928.2 973.8 —44 93CHE/WU
[C4H 0] 502-49-8 cyclooctanone 819.6 849.4 9 sym ketones
[Cyl1,,0] 823-76-7 <¢-CI1;,COClII, 809.5 841.4 2 unsyin ketones
[CyH 405] 4630-82-4 ¢-C¢H; COOCH, 815.3 846.2 5 esters
[C4H,<N] 5261-65-4 1-azabicyclo[2.2.2]-octane. 2-methyl 956.1 986.9 5.6 (CH;);N
[C4H N 45651-41-0 1-azabicyclo[2.2.2)-octane, 4-methyl 948.6 979.4 5.6 (CH3);N
[CyHsN] 35079-50-06 1.44-(CH;)3-1.2.3 4-tevaliydiopytidine 947.3 979.9 0 estimate
[C4H}sN] 695-88-5 {-azabicyclo[2.2.2]-octane, 3-methyl 951.7 9825 5.6 (CH3):N
[C4HsNO] 17997-65-8 cis-3-Aminobicyclo[2.2.2Joctan-2-o0l 916.2 948.6 0 Rin(1/1)
[C4H sNO] 40335-14-6 trans-3-Aminobicyclo[2.2.2]octan-2-ol 899.2 933.1 -5 CH;NH,
[CsH sN;) 84030-20-6 7-methyl-1.5.7-triazabicyclo{4.4.0]dec-5-ene 1030.2 1062.7 0 Rin(1/1)
[C4H (N-] 14287-92-4 2.3-diazabicyclo[2.2.2]octane, 2.3-dimethyl 950.0 980.7 5.8 Rin(2/1)
[CiH eN-] 3661-15-2 Pyridazino[ 1.2-aJpyridazine. octahydro- 947.9 978.7 5.8 RIn(2/1)
[CsH;6NA] 18389-95-2 1.1"-bipyrrolidine 949.0 979.7 5.8 RiIn(2/1)
[CiHgN-O;] 3303-45-5 ala-val 874.1 NE NE not estimated
[CH (N-0O;] 27493-61-4 val-ala 883.5 NE NE not estimated
[CsH(N-O,] 13588-94-8 val-ser 874.1 NE NE not estimated
[C4H,,0] 19752-94-4 C¢H;CH,OCH, 801.6 833.5 2 unsym ketones
[CH 0] 5857-36-3 i-C3H,CO(t-C4Hy) 825.0 856.9 2 unsym ketones
[C4H:04] 294-93-9 12-crown-4 890.5 927.2 - 14 84SHA/BLA: 83MAU
[CiH=N] 27644-32-2 N.3.5-Trimethylpiperidine 947.2 978.1 5.6 {CH1)3N
[C4H-N) 1003-84-5 1 4.4-Trimethylpiperidine 9347 965.7 5.6 (CHa);N
[CH,-N] 98-94-2 ¢-CHy N(CH;)» 952.6 983.6 5.6 (CH1);3N
[C.H,-NO] 26153-90-2 neo-CsH;;CON(CH;). 896.7 927.7 5 amides
[CsH/-N:0s] 997-62-6 gly-lys 945.6 NE NE not estimated
[C.H,-N,0,] 7563-03-3 lys-gly 946.0 NE NE not estimated
{CH,-P] #181 (CH;)-PCH: 947.2 979.7 0 Rin(1/1)
(CHNL] 112752-37-3 (CH;1:N-C(C,Hs = N(i-C:H-) 1004.6 1037.0 0 Rln(i/1)
ICH,\WNS] 133835-17-3 (CH;1.N-CH=N-(1.1-dimethylpropyl) 989.6 1022.0 0 Rin(1/1)
[CHN ] Q179222 (CH;).N-CH=Nin C H,} 985.5 1018.0 0] Rin( /1)
[C.H,\NA 147350-05-8 (CH;1:N-C{CH 1= N(-C,Hy) 1005.9 1038.3 0 Rin(1/1)
[C.H,0] 142-96-1 n-C,H-0 818.3 845.7 17 sym ethers
fC.H,.0} 6163-66-2 (1-C H,)-0 860.0 887.4 17 sym ethers
TCHLO) 0863-33-7 tsec-C Hy)0 338.5 8659 17 sym ethers
(CHLO,] 112-49-2 CH:O[CH.CH.0].C 892.4 946.6 ~73 84SHA/BLA: 83MAU
[C.H,04] 112-60-7 HO[CH-CH-0],H =910 NE NE not estimated
1C.H,.S] S344-40-1 (n-C,Hy)-S 842.1 871.8 9 sym sulfides
(CHLS) 107-47-1 (-CH, S 864.0 8938 9 sym sulfides
PCH LN 111-86-4 n-tC H,~INH. 895.0 928.9 -5 CH,NH-
ICH.LN TO87-68-3 11-CiH-1(CHaN 963.5 994.3 5.6 (CH:);N
FCHUNY [11-92-2 n-C Ho-NH 9353 968.5 -1.9 (CH:)>,NH
(CLHLN 1 10-96-2 1-C.H,-NH 9251 958.1 -1.9 (CH:):NH
CH..NY 626-23 tsec-CLH - NH 9475 980.7 -1.9 (CH.).NH
_’(_‘\H N M EAYEREE <[-C;H‘VI:A\‘H Yysg 7 987.9 -19 {CH.-NH
CHONG [S1328-45-9 TCHONCICHO=NICH G NCH 10161 [O48.5 0 RInc1/1)
VCOHLNG 29166-71-0 GCHoNC= NG-CLH- 1023.2 1035.6 0 RInc1/1)
CCHLN L 1 30033.04-8 fCHOLN-CH=N-(CH-1;NiCH 1+ 1010.6 1057.7 ~49 NH.(CH,):;NH,
CCUH: N 426700 (CoHaNNCHHas PRAR Y643 11.5 Rin(4/1)
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Formula Reg No Base GB PA. ASF ASp Reasons
[CyHyN-] 23337-88-4 Hydrazine, 1.2-dimethyl-1,2-dipropy! 941.2 971.9 5.8 RIn(2/1)
[C¢HyN-] 111-51-3 (CH;),N(CH1);N(CHj3)» 992.7 1046.3 =71 80MAU/HAM
[C4H, NSi] 28247-29-2 (CH,);Si(CH,,N(CH,), 949.4 980.4 5.6 (CH,)3N
[CgH4 NS} 66365-05-7 (CH;3)1(t-CHg)SiN(CH3), 938.8 969.8 5.6 (CHy):N
[CyHsFa] 705-28-2 3-CF;-C¢H,-CCH 773.8 806.2 0 Rin(1/1)
[CqH,C10] 120136-29-0 3-Cl-4-CH.0-C¢H;-CCH 839.5 871.9 0 Rin( /1)
[CoH,CIS] 120136-30-3 3-Cl-4-CH,S-C¢H;-CCH 836.1 868.6 0 Rin( 1/1)
[C4H,;FO] 120136-28-9 3-F-4-CH;0-C(H,-CCH 839.5 871.9 0 Rin( /1)
{C4H,F3] 402-24-4 3-CF,C¢H,CH=CH, 781.8 810.7 12 propene
[CyH4F:0] 709-63-7 4-CF,-C,H-COCH,4 805.0 836.9 2 unsym ketones
[CeH;F;0] 349-76-8 3-CF;-CoH,-COCH; 803.7 835.6 2 unsym ketones
[C¢H;F;0,] 2967-66-0 3-CF;-C¢H,-COOCH; 796.5 827.5 5 esters
[C4H,F;0,] 2557-13-3 4-CF;-C¢H,-COOCH,4 795.7 826.6 5 esters
[ CeH;MnO4] 12108-13-3 (CH;CsH)Mn(CO)3 801.3 833.8 0 Rin(1/1)
[CoH;N] 91-22-5 Quinoline 921.4 953.2 2 pyridines
[CoH;N] 119-65-3 Isoquinoline 919.9 951.7 2 pyridines
{CgH,NO] 1443-80-7 4-CN-C¢H,-COCH; 795.0 826.8 2 unsym ketones
[CyH,NO] 6136-68-1 3-CN-C¢H,-COCH; 795.4 827.2 2 unsym ketones
[C4H;NO] 1613-37-2 Quinoline-1-oxide 910.8 943.3 0 Rin(1/1)
[C4H;NO-] 13531-48-1 3-CN-C¢H,-COOCH; 786.5 8174 5 esters
[C4H-NO,] 1129-35-7 4-CN-C¢H-COOCH; 785.6 816.6 S esters
[CyHy] 766-82-5 3-CH;-C4H,-CCH 810.6 843.0 0 RIn(I/1)
[CyHy] 95-13-6 indene 819.6 848.8 11 9IMAU/SIE
[CyHy 766-97-2 4-CH;-C¢H,-CCH 8225 853.2 5.8 Rin(2/1)
[CyHCrO;} 41311-89-1 (CsH;)Cr(CO):CH2 827.3 859.8 0 Rin( /1)
[CyH¢N-] 2458-26-6 3(5)-phenylpyrazole 882.3 914.2 2 pyridines
{CyHNs] 10199-68-5 4-(CH;)-pyrazole 871.8 906.0 —5.8 RIn(1/2)
[CyH,O] 768-60-5 4-CH;0-C¢H,-CCH 855.7 886.4 5.8 RIn(2/1)
[CyH 0] 4265-25-2 2-methylbenzofuran 827.2 859.6 0 ?
[CyH0;] 1571-08-0 4-HC(0)-CH,-COOCH,; 801.9 8329 S esters
[CyH,S] 56041-85-1 4-CH;S-C4H,-CCH 854.1 886.6 0 ?
[CoHoCl] 1712-70-5 4-CICH.C(CH;)=CH, 8254 854.3 12 propene
{C HyCIOS] 32467-66-6 3-Cl-4-CH;S-C¢H;-COCH;4 848.6 880.4 2 unsym ketones
[CyHuC10s) 37612-52-5 3-Cl-4-CH-0-CH;-COCH; 851.9 883.7 2 unsym ketones
[CyH,ClIO.S] 105442-23-7 3-Cl-4-CH,S-CH;-COOCH; 8254 856.3 5 esters
[C.H.LCIO;] 37908-98-8 3-Cl-4-CH,0-C,H:-COOCH; 827.5 858.4 N esters
[CuHJF) 3825-81-8 3-FC.H,C(CH;}=CH, 810.8 839.7 12 propene
[CyHF) 350-40-3 4-FCH,C(CH;})=CH, 8337 862.6 12 propenc
[CuHN] 6921-29.5 (HCCCH. )N 894.4 925.2 5.6 (CH;):N
[CHNO] f1116-49-3 3-(NOLICHLCCH ) =CH, 783.3 812.2 12 propene
[C.H.NO,] 1830-68-8 4-(NO-)C H,C(CH;)=CH: 786.5 815.4 12 propene
fCuH, ] $73-19-4 ¢-C;Hs-C H; 802.4 834.9 0 InC1/1)
“CoHy.l 873-66-3 Benzene. trans-(2-methylethenyl) 805.3 834.2 12 propene
TCWHL 611 151 Benzene. 1-ethenyl-2-methyvl 826.3 855.2 12 propene
[CH,.) 766-90-5 Benzene. cis-(2-methylethenyi) 807.5 836.4 12 propene
[CH.) 100-80-1 3-CH;-C,H,-CH=CH. 820.5 849.4 12 propene
[CH 622979 4-CH:-C H,-CH=CH- 8328 861.7 12 propene
[Cully] 08-83-9 CqH:-C(CH:) —CH.; 8353 861.2 12 propeng
| C.H,.CINO] 14062-80-7 4-Cl-C H;CON(CH:), 896.9 9279 N amides
[C.HLCINO] 24167-52-0 3-CI-CH,CON(CH:)» 896.9 927.9 5 amides
| C.H,FNO) 24167-56-4 4-F-C,H,CON(CH:1+ 896.9 9279 N amides
[CoH,ENO] AA22-044 3-F-C H,CONCIT ) 896.9 927.9 s amides
{CLHLFN 329-00-0 3-CF:CHN(CH;), 881.8 908.3 20 anilines
[CH NG 329-17-9 $-CF.CH N(CH 0, 876.8 903.2 20 anilines
FCUH NS =583 3-4SCFOCHNICH 0, 387.7 914.2 20 anilines
PCGHLND [197-19-9 LA4-(CH NG HCON 802.0 889.1 20 anilines
FCH NG NTRN09 2. 2-Dimethylimidazot] 2-aipyridine 966.4 998.2 2 pyridines
FCLHONG 6188-30-3 2 2-Dimetayvlimidazot L. 2-wpyridine 9645 996.4 2 pyridines
CH.N 3208-61-4 2.7-Dimethy limidazor 1.2-aipy ridine 968.0 1000.5 2 pyridines
[ S B SNNOA-AU-4 3ACHLNC HLCN 308.1 394.0 20 anilines
FCHONO T291-02-3 3-NO--C H.CONCH s 869.9 900.9 3 amides
SCHONO T290-01-2 4-NO.-CH,;CON(CH - 869.9 900.9 3 amides
CH 0 RESR R CHLCOC-H. RG] 867.4 2 unsym ketones
CH l)‘ [EUREI A o H;L?()L'H; Rl0R %426 2 UNSY I Retones
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[CoH,,01 122-00-9 +4-CH;-C(H,-COCH; 843.6 875.5 2 unsym ketones
[CoH,,0] 585-74-0 3-CH;-C.H,-COCH; 836.4 868.2 2 unsym ketones
[CH,,0S] 1441-99-2 3-CH,S-C¢H,;-COCH; 834.7 866.6 2 unsym ketones
[CyH,,0S] 1778-09-2 4-CH;S-C,H,-COCH, 856.3 888.2 2 unsym ketones
[CoH;60A] 99-75-2 4-CH,;-C(H,-COOCH; 830.6 861.5 5 esters
[CoH,405] 100-06-1 4-CH;0-C(H,-COCH; 863.7 895.6 2 unsym ketones
[CoH40-] 586-37-8 3-CH;0-C(H,-COCH, 839.3 871.2 2 unsym ketones
[CyH05] 99-36-5 3-CH;-C(H,-COOCH; 826.8 857.7 5 esters
[CoH,0A] 89-71-4 2-CH;-C¢H,COOCH; 827.3 858.3 5 esters
[CgH 40,8] 90721-40-7 3-CH;S-C¢H,-COOCH; 822.4 8534 5 esters
[CyH,(0-8] 3795-79-7 +4-CH;S-C(H,-COOCH;, 833.3 864.3 5 esters
[CyH,404] 5368-81-0 3-CH;0-C¢H,-COOCH;, 825.8 856.7 5 esters
[CyH 004] 121-98-2 4-CH:0-CyH,-COOCH, 839.0 870.6 3 esters
[CoH,40,4S] 22821-70-1 4-CH;S0.-C¢H, COOCH; 796.7 827.7 5 esters
[CoH,404S] 22821-69-8 3-CH,S0,-C¢H,-COOCH; 799.5 830.5 5 esters
[CoHyy] 16804-70-9 C¢HsC(CH3), radical 809.7 8422 0 Rin( 1/1)?
1 CoHy | 19019-92-2 CHs(CHC,Hs) radical 809.7 842.2 ] ?
{CgH,,BrN-] 119044-60-9 (CH;)-N-CH=N-(4-bromopheny1) 948.9 981.3 0 Rin(1/1)
[CyHN] 36556-06-6 Isoquinoline. 5.6,7,8-tetrahydro- 934.7 966.6 2 pyridines
[CoHN] 1962-08-9 4-H.NC¢H,C(CH;)=CH, 903.3 9298 20 anilines
[CoHyN] 3334-89-2 Azetidine, 1-phenyl 24 933.2 5.6 (CH3hN
[CoHyN] 10500-57-9 Quinoline, 5,6.7,8-tetrahydro- 934.1 966.0 2 pyridines
[CeH{NO] 100-10-7 4-CHOC(H N(CH;), 898.3 924.8 20 anilines
[CyHNO] 611-74-5 C¢HsCON(CHa), 901.8 9327 5 amides
[CyHyNO,] 603-71-4 2.4.6-Trimethylnitrobenzene 793.1 823.8 5.8 Rin{2/1)
[CyH{NO.] 63-91-2 L-phenylalanine 888.9 922.9 =5 CH,CH,NH,
[CyHNO;] 60-18-4 L-tyrosine 892.1 926 =5 CH;NH,
[CyHiN:0,] 74729-51-8 (CH;3).N-CH=N-(4-nitrophenyl) 917.8 950.2 0 Rin( /1)
[CoH)n] 108-67-8 1.3.5-(CH;);-CH; 808.6 836.2 16.2 86STO/XI
[CyH,-] 103-65-1 n-C,H,CeHs 762.4 790.1 16 aromatics
[CqH)-] 98-82-8 i-C;H,CH; 763.9 791.6 16 aromatics
[CyH}aNs] 56687-95-7 (CH;),N-CH=N-phenyl 951.3 983.8 0 Rin( /1)
[CH|aNS] 494-97-3 3-(2-pyrrolidinyl)pyridine 931.0 964.0 -2 {CH;)-NH
[C4H,-N,O] 33322-60-0 3-NH,-C4H{CON(CH3), 913.5 9444 5 amides
[CoH,,N,0] 6331-71-1 4-NH,-C,H;CON(CH;). 925.9 956.9 5 amides
[C4H,>N-04] 37687-24-4 3.5-diethoxycarbonylpyrazole 849.7 881.6 2 pyridines
[CyH-N2O] 58-96-8 Uridine 916.6 947.6 S amides
[CyH,:0:] 621-23-8 1.3.5-CH:(OCH:); 898.2 926.7 13 aromatics
[CyH:N] 3978-81-2 4-(t-C Hg)-pyridine 925.8 957.7 2 pyridines
{CyH, N] 61207 8 C HN(CH )(C.H.} 0124 039.0 20 anilines
[C.H|:N] 103-82-3 CH:CH-N{CH ), 9374 968.4 5.6 (CH):N
[CJH,:N] 121722 3-CH:C.H,NICH ) 915.7 942.1 20 anilines
[CiH )N 5944-41-2 2-1t-C Hg)-pyridine 929.8 961.7 2 pyridines
[Call2N] 99-97-8 4-CH;C H NICH 918.1 950.0 2 anilines
[CyH N 935-28-4 2.6-(C-H:)s-pyridine 940.4 972.3 2 pyridines
[ C.H,NO! 701-56-4 4-CH,OC,H,N(CHq 1 9224 949.1 20 anilines
[C.H:NO; 15799-79-8 3-Methoxy-N.N-dimethylbenzenamine 8941 920.6 20 anilines
931-77-9 Deoayeytidine 950.0 938.4 0 Rinc1/1)
63-46-3 cvdine 950.0 982.5 0 Rin(1/1)
3627-05-4 3.6-Dihydrouridine 841.7 874.2 0 RinC1/1)
F1I062-19-2 1H-dimidazo[ 1.2-d:2".1"-g][1.4]diazepine. > 1049 > 1081 0 Rlnc 1/1)
2.3.5.6.8.9-hexahvdro (TTT)
[C.H.LO] T8-59-1 [sophorone 861.6 893.5 2 unsyn ketones
[C.H,.0.] 4683-45-8 3-Methoxy-3.5-dimethyleyelohex-2-enone 890).1 Y22.6 0 ?
[CH N 102-70-5 iCH,=CHCH- 1N 9413 972.2 5.6 (CH;3)N
[CHGN] THAN-0T -4 Pyrrolidine. T-if-cyclopenten-1-yvis- 984+ 1019.2 5.6 (CH:N
| CLHLNLOL 143797641 elv-gly-pro 913.5 NE NE not estimated
FCHNOL] 3612233 pro- 9251 NE NE not estimated
(CH NGO 2411-63-6 Siv-pro-giy 915.5 NE NE not estimated
CH- N 6674222 | S-dinzabicyclo [3 4.0 andec-"-ene 10133 10479 i} Rint 1/1)
C.H..NO P3S33-04-0 asp-val 874.1 NE NE not estimated
CCUHLN-OG] val-asp 874.1 NE NE not estimated
C.HLO; c-Nonanone N22W 8326 9 svm ketones
CCLHNG c-CeH NCH=CCH RENE 9IN2 12 propene
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TaBLE 1. Gas basicity, proton affinity and protonation entropy of Hill sorted bases—Continued
Formula Reg No Base GB PA AS, Reasons
[C4H;5NO4] #231 3.3-Dimethoxy- 1 -azabicyclof2.2.2Joctane 9547 985.7 (CH;);N
{CoH,4N;] 95510-44-4 7-ethyl-1,5.7-triazabicyclo{4.4.0]dec-5-ene 1035.8 1068.2 Rin(1/1)

(ETBD)

[CsHgNO] 2564-83-2 2,2.6.6-tetramethyl-1-piperidinyloxy radical 849.8 8823 Rin(1/1)
[CoH7N;304] 5874-90-8 tri-L-alanine 924.1 NE not estimated
[CoH gN,] 283-58-9 1.5-Diazabicyclo[3.3.3Jundecane 940.1 971.1 5.6 (CH;);N
[CoH gN,] 3459-75-4 (CH;),N-CH=N-{c-hexyl) 9879 10204 0 RiIn(1/1)
[CgH gN,] 22766-69-4 1-Azabicyclo[2.2.2]octane 4-N,N-dimethylamino- 9529 983.9 56 (CH;3);N
[CoH 0] 815-24-7 (t-C4H,)-CO 831.5 861.3 9 sym ketones
[CqH,50] 502-56-7 (n-C4Hq),CO 821.9 853.7 2 unsym ketones
[CoH5S] 54396-69-9 (t-C4H,),CS 852.0 881.8 9 sym ketones
[CqHgN] 16607-80-0 c-C¢H;,CH,N(CH;), 944.7 975.6 (CH;);N
[CeH oN] 10315-89-6 N-Isobutylpiperidine 943.5 974.5 (CH;):N
[CsHoN] 768-66-1 2,2.6,6-Tetramethyl-piperidine 953.9 987.0 (CH;).NH
[CgHaoN,] 85599-94-6 (CH3):N-CH=N-(n-hexyl) 984.9 1017.4 Rin( /1)
[CoHaoNa] 151328-44-8 (CH;3),N-C(C,H;)=N(t-C Hy) 1010.9 1043.3 RiIn(1/1)
[CqHaoN,] 94793-24-5 (CH,),N-C(CH;)=N(n-CsH,,) 1002.1 1034.5 RIn(1/1)
[CoHaNa] 151328-42-6 (C,H;5),N-C(CH;)=N(n-C;H,) 1005.5 1037.9 Rin(1/1)
[CoHyN] 102-69-2 (n-C3H,):N 960.1 991.0 (CHy):N
[CoHaN] 3733-36-6 (1-C4Hg)C(CH;),N(CHa)s 951.4 9824 (CH,):N
[CyH,N] 58471-09-3 {t-CsH;,)(1-C4Ho)NH 958.2 991.4 (CH,),NH
[CoHyN;] 34331-58-3 ((CH3):N).C=N(t-C4Hs) 1029.4 1061.8 Rln(1/1)
[CsH oN] 15673-04-8 (CH;):C(CH;),N(CH;), 942.0 973.0 (CHa):N
{CoHy N3] 151328-47-1 (CH,),NC(CH,) =N-(CH,):N(CH3), 1030.5 1077.5 8OMAU/HAM
[CgH,,OP] 17513-58-5 (i-C:H,);PO 924.5 954.4 Rin(3/1)
[CyH,, 0P} 1496-94-2 OP(n-C.H;); 918.4 948.2 RIn(3/1)
[CH,,N,0P] 2327-88-0 OP(CH,N(CHa)1); 965.2 997.7 RIn(1/1)
[C1oH,CrO,] 32984-97-7 (CoHsCH,)Cr(CO), 819.9 852.4 Rln( 1/1)
[CoHg]) 275-51-4 azulene 896 925.2 average
[CioHyl 91-20-3 Naphthalene 7794 802.9 88LI/STO
[CoHoF3] 55186-75-9 4-CF,C H,C(CH;)CH, 796.6 825.5 12 propene
[CoHoF5] 368-79-6 3-CF;C(H,C(CH;)=CH, 794.8 823.7 12 propene
[CoHoFeN] 34060-81-6 3.5-(CFy),CeH3N(CH3) ¥98.4 884.9 20 amilines
{CoHyN] 134-32-7 1-Naphthalenamine 875.1 907.0 2 anilines
[CoH 0] 6366-06-9 3.5-(CH;),-C¢H, CCH 819.7 850.4 S. Rln(2/1)
[CoH oF3NO] 25771-21-5 4-CF;-C,H,CON(CH;}, 873.5 904.5 5 amides
[CpHoFsNO] 90238-10-1 3-CFy-CoH,CON(CH ), 876.2 907.1 5 amides
[CmH,',Fe] 102-54-5 (CsHs),Fe 841.3 863.6 34 average

CoH N4 ] 3463-27-2 1-methyl-5-phenylpyrazole 900.5 9324 2 pyridines
[C,UH,\,N ] 3463-26-1 1-methyl-3-phenyipyrazole - 900.8 932.6 2 pyridines

,,,H“)N ] 479-27-6 1.8-Diaminonaphthalene 912.1 944.5 0 ?

CioHoN-] 3347-62-4 3(5)-methyl-5(3)-phenylpyrazole 900.2 932.1 2 pyridines
[C,UH,.,MJ 1271-28-9 NitCHals 907.3 935.7 134 RIn(5/13
[CoH0s] 6781-42-6 3-CH,CO-C,H,-COCH; 8223 852.0 9 svin ketones
[CyH,05] 1009-61-6 4-CH.CO-C,H,-COCH, 821.0 850.8 9 sym ketones
[CioH,1004] 90843-31-5 1-(2.3-dihydro-3-benzofuranyl)-ethanone 870.7 902.6 2 unsym ketones
[CioH1504] 13031-43-1 +4-CH.COO-C,H,-COCH; 821.3 853.2 2 unsym ketones
[C4H,004] 1459-93-4 3-CH:COO-CH,-COOCH; 814.3 843.5 10.8 esters +RIn(2/1}
[CroH1o04] 120-61-6 4-CH,COO0-C,H,-COOCH; 8123 843.2 5 esters
[CoH,Ru] 1287-13-4 (CsH)-Ru 876.8 899.1 EX! {C4Hs)Fe
[CyoH, NA] 119044-58-3 (CH.J:N-CH=N-(d-cvanophenyl) 919.8 9522 0 Rin(1/1)
[C\,H\-] 6921-43 Benzene. l-cyclopropyl-4-methyl- 313.8 846.3 0 ?

[CioH,-] 7399-49-7 Benzene. 1-methyl-2-t1-methy letheny - 328.9 857.8 12 propene
[CH sy 27346-46-9 Benzene. i-cyclopropyi-2-methyl- 807.9 840.4 0 ?
[CiHys] 1195-32-0 4-CH-CHC(CH:ICH, 8529 881.8 12 propene
[C.H,-] 197147329 Renzene | <\Llnpr0p\l 3-methyl- 8033 ]33 R (} i
[CH.-3 1124-20-3 Benzene. i-methyl-3-tI-methyletheny - 838.7 867.6 12 propene
[CrHysg 119-64-2 l.2.,‘w,4-1’1rah}'dmnuphlhulcnc 82 809.7 16 aromatics
[CWH, 204441823 3-CH.C H,CICH)=CH, 8424 871.3 12 propene
[C. H,.CIN] 4803022 Purrolidine. l-td-chlorophenyh YOR A 937 4 SA (CH,) N
[C.HNS] T1362-50-3 1CHSCH,CICH1=CH, 9174 9462 12 propene
[C.HN] 24651941 235 Tnmethylimidazor 1. 2-a1-py ridine Y73Tg 1005.5 2 pyridines
[C.H.-0} 23108-5740) 3-CH:OC.H,CCH:1=CH. X427 §72.6 12 propene
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Formula Reg No Base GB PA AS, AS, Reasons
[CioH}20] 2142-73-6 2,5-(CH).C¢H3-COCH;, 841.6 873.5 2 unsym ketones
C,oH120] 5379-16-8 3.5-(CH,)=C,H;-COCHj 844.2 876.0 2 unsym ketones
[ oH,:0] 3637-01-2 3.4-{CH;),C¢H3:-COCH; 851.0 882.8 2 unsym ketones
[{CH20] 1712-69-2 4-CH;0C4H,C(CH;)=CH, 882.2 911.1 12 propene
[CioH20] 2142-76-9 2.6-(CH,;),C¢H;-COCH; 825.2 857.0 2 unsym ketones
[C1oH,20] 89-74-7 2.4-(CH,),C¢H:-COCH; 850.8 882.6 2 unsym ketones
[CygH20] 2142-71-4 2.3-(CH;)=C4H;-COCH; 842.7 874.6 2 unsym ketones
[CoH}20,] 23617-71-2 2,4-(CH;),-C¢H;-COOCH;, 837.2 868.2 5 esters
[C6H120:] 15012-36-9 2.3-(CH;)»-C¢H;-COOCH; 832.7 863.6 5 esters
[CH1204] 14920-81-1 2,6-(CH,;),-C¢H;-COOCH,; 824.3 8553 5 esters
[C1oH,205] 38404-42-1 3,4-(CH;)3-C4Hy-CO-CH, 837.5 868.5 5 esters
[C\oH120-] 13730-55-7 2.5-(CH,)2-C¢H;-COOCH;, 833.7 864.7 5 esters
[C1oH;20,] 25081-39-4 3.5-(CH,;),-C¢H1-COOCH;4 8334 864.3 5 esters
[C1oH 28] #838 3-(CH,S)C¢H,C(CH;)=CH, 850.6 879.5 12 propene
[CioHaN] 4096-21-3 N-Phenylpyrrolidine 915.1 941.6 20 anilines
[C1oH13NO] 18992-80-8 3-(CH,),NC4H,COCH, 901.5 9280 20 anilines
[C,oH 3NO] 6935-65-5 3-CH,-CgH CON(CH,), - 896.0 927.0 s amides
[C oH;3NO] 14062-78-3 4-CH,-C H,CON(CH;)- 896.0 927.0 s amides
[C1oH3NO] 2124-31-4 4-[(CH,),N]-C4H,-COCH; 906.3 9328 20 anilines
[CgH:NO,] 7290-99-5 3-CH;0-C¢H,CON(CH,), 896.0 9270 5 amides
[CioH 3N, ] 1202-25-1 4-(CH,),NC4H,COOCH, 894.1 9206 20 anilines
[C)gH,3NOs] 16518-64-2 3-(CH;),NC¢H,COOCH; 903.8 930.2 20 anilines
(C1oH 3NO,] 7291-00-1 4-CH;0-CH,CON(CHa), 9174 948.3 5 amides
[CioH3N504] 118-00-3 guanosine 960.9 993.4 0 Rin(1/1)
[C oH 3N504] 958-09-8 Deoxyadenosine 959.1 991.5 0 RIn(1/1)
[CyoH;3N50;4] 961-07-9 Deoxyguanosine 962.9 995.4 0 Rin(1/1)
[CyoH 3N5O4] 58-61-7 adenosine 956.8 989.3 0 Rln(1/1)
[CioH 1] 527-53-7 1.2.3.5-(CH;)4-CgH, 816.5 845.6 114 86STO/X1
[CioHya] 104-51-8 n-C,HqCoHs 764.2 791.9 16 aromatics
[CyH,4BIN] 50638-54-5 N.N.2.6-Tetramethylaniline.4-bromo- 902.9 9354 0 anilines-restricted
[CioH,4CIN] 2873-89-4 4-CIC¢H,N(C,H;s), 899.2 931.0 2 anilines
[CoH4FN] 14994-35-5 N.N.2,6-Tetramethylaniline,4-fluoro 910.7 9432 0 anilines-restricted
[C1oH sNa] 54-11-5 3-(2-(N-methylpyrrolidinyl))pyridine 932.6 963.4 5.6 (CH;);N
[CoH 14N> ] 119044-57-4 (CH:)>N-C(C¢Hs)=NCH; 1000.9 1033.3 0 RIn(1/1)
(CioHsNa] 27159-75-7 (CH:1,N-CH=N-(phenylmethvl) 981.7 1014.1 0 Rin( 1/1)
[CioH,4N51 56638-68-7 (CH:),N-CH=N-(4-methylphenyl) 956.1 988.6 0 Rinc1/1)
[CoHiN-O] 59-26-7 N.N-diethylnicotinamide 909.0 940.9 2 pyridines
[CioH 4N2O4] 24558-36-9 N.N.2.6-Tetramethy!-4-nitroaniline 886.0 918.4 0 anilines-restricted
[CoH4N-0-S] 28809-04-3 S-(2-(4-pyridyl)ethyl)cysteine >869 NE NE not estimated
[CwH, N.O] 100852-80-0 1-methyl-3.5-diethoxycarbonylpyrazole 881.5 9134 2 pyridines
{C4H,:N-05] 50-89-5 Thymidine 9159 948.3 0 RIn( /1)
[CiqH,404] #997 3-Acetyl-3.5-dimethvicyclohexen-2-one 828.8 861.2 0 Rin(1/1)
[CiyH <N] 769-06-2 N.N.2.6-Tetramethylaniline 9232 954.1 5.6 (CH;);N
[C1uH, N 1013127 3 5-(CH).CHNICH ). 0243 036.1 2 anilines
[CgH <N] 91-66-7 CoH:N(CsHs)s 927.9 959.8 2 anilines
[C14H,:N5O4] 7451-76-5 gly-glyv-his 979.5 NE NE not estimated
{C1oH,sN:0,] 32999-80-7 946.0 NE NE not estimated
[C4H N0, 7758 320 3 gly 935,85 NE NE not estimated
[C1aH~NL0,] 43214-22-0 aly-lys-gly 935.5 NE NE not estimated
[CiaH (] | 66()9-3 1.5.5-Trimethyl-3-methylenecyclohexene 874.2 904.9 6 propene-Rin2
[CyaHyuNs] T04-01- 1.2-(NICH, 1 12C H, 950.2 982.6 0 ?
[CiyH aN-01] 20488- :Sv’ pro-pro 944.8 NE NE not cstimated
[CHyNy) 111062-21-6 1H-diimidazo[ 1.2-d:2".1"-¢][ 1 4]diazepine. > 1060 >1091 0 Rln( 1/1)
2.3.5.6.8.9-hexahvdro-T-methyl (<MTTT)
[CiH,,01 76-22-2 Camphor 827.3 859.2 2 unsym ketones
[Ciill}\5) TR19-74-0 thiocamphor 852.40) 883.9 2 unsym ketones
[CLH AN 768-94-3 Tricvelo[3.3.1.17 Jdecane- [-amine 916.3 948.8 0 RlnC 1/1)
[CH;-NOJ 31039-8%-1) 3-N.N-Dimethylaminoi-3 5-dimethy l-eyelohex-2- 9529 983.8 36 (CH3):N
en-1-one
{CH-NO. A3340-02-2 ricyeto[+.4.0.0% Jdecan-4-0l-3-amino. siereoisomer 9145 947.0 0] 2
1 CLH.-NO; 33701-54-1 S-amino- lrmL!o[-& 400" Mecan-4-0] 896.4) Y2284 0 ?
1CoH-NO! S230)5-49-4 tricvclo{4.4.0.0°  Jdecan-4-0l-3-amino. stereoisomer 916.6 949.0 0 ?
1C H.-NO.] T093-67-6 pentaglyeine Al NE NE not estimated
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[CoH sN-05] 52899-09-9 pro-val 909.0 NE NE not estimated
[C gH 5N;04] 20488-27-1 val-pro 918.8 NE NE not estimated
[CoH gN205] 3062-07-5 val-glu 921 NE NE not estimated
[CoH/oN] 31023-92-4 1-Azabicyclo[3.3.3]Jundecane (Manxine) 947.7 978.7 5.6 (CH;)sN
[CyHgNO] 29910-43-8 2-Naphthalenol, 3-aminodecahydro-(2,38.4a, 8af) 914.5 947.0 0 ?
[CioH gN;] 160172-95-2 7-isopropyl-1,5.7-triazabicyclo[4.4.0]dec-5-ene 1039.2 1071.6 0 Rin(1/1)
(ITBD)
[C1oHgN;0O4] 1187-50-4 leu-gly-gly 926.7 NE NE not estimated
[CoH gN30;4] 2576-67-2 gly-leu-gly 921.8 NE NE not estimated
[C1oH oN304] 14857-82-0 gly-gly-leu 918.1 NE NE not estimated
[CoHyN,] 6130-94-5 1,1 -bipiperidine 950.4 981.2 5.8 Rin(2/1)
[C1oHN,05] 14486-13-6 met-val 899.0 NE NE not estimated
[C1oH26N,04] 14486-09-0 val-met 909.0 NE NE not estimated
[CoH2gN203] 3918-94-3 val-val 833.5 NE NE not estimated
[CoHNsO,] 10236-53-0 gly-gly-lys 958.6 NE NE not estimated
[CoHaoN,04] 55488-08-9 lys-gly-gly 958.6 NE NE not estimated
[C1oHNgO,] 54944-27-3 gly-gly-arg 1028.5 NE NE not estimated
[C10H2005] 33100-27-5 15-Crown-5 899.7 943.8 -39 84SHA/BLA
[CioHaaNA] 107322-35-0 (CH3),N-C(C:H5)=N(n-CsH,,;) 1005.5 1037.9 0 Rin( /1)
[CioHaN] 94793-26-7 (CH3;3),N-C(CH;)=N(n-C¢H,3) 1000.9 1033.3 0 RIn{1/1)
[CoH2,0] 693-65-2 (n-CsHy,),0 825.3 852.7 17 sym ethers
[C1oH205) 143-24-8 CH;0[CH,CH,0],CH; 897.8 953.8 -79 84SHA/BLA
[CioH2104] 4792-15-8 HO{CH.,CH,0};H >910 NE NE not estimated
[CioHuN] 2016-57-1 n-(CyoH»)NH, 896.5 9304 -5 CH;NH,
[CioHN,] 68970-05-8 Hydrazine, 1.2-dimethyl-1.2-bis(2-methylpropyl) 949.0 979.7 5.8 Rin(2/1)
[CioHasN,] 116149-14-5 Hydrazine, 1.2-dibutyl-1,2-dimethyl 945.2 975.9 5.8 Rin(2/1)
[CoHasN,] 111-18-2 (CH;),N(CH,)N(CH3;), 982.2 1035.8 =71 8OMAU/HAM
[C,HgN] 939-23-1 4-phenyl-pyridine 907.8 939.7 2 pyridines
[CyiHyo) 91-57-6 2-Methylnaphthalene 802.4 831.9 10 aromatics
[CHyo) 90-12-0 I-methylnaphthalene 805.3 834.8 10 aromatics
[C) H;aN,] 10250-60-9 1.5-dimethyl-3-phenylpyrazole 922.4 954.3 2 pyridines
[CyH)N] 141665-22-7 3(5)-ethyl-5(3)-phenylpyrazole 903.8 935.6 2 pyridines
[C)H/aN4] 10250-58-5 1.3-dimethyl-5-phenylpyrazole 924.7 956.6 2 pyridines
[CH/{-N10,] 73-22-3 L-tryptophan 915 948.9 =5 CH;NH,
[C H:N] 4363-25-1 Benzoquinuclidine 948.8 979.8 5.6 (CH: ;N
[Ci1H4N;] 13012-16-3 N.N.2.6-Tetramethyl-4-cyanoaniline 886.8 9133 20 anilines
[C H3N-O} 119044-59-6 (CH;).N-CH=N-(4-acetylphenyl) 947.3 979.8 0 Rin( 1/1)
[CH,0.] 2282-84-0 2.4.6-(CH;);-C¢H.-COOCH . 835.3 866.3 5 esters
[CyiH,.0y 13544-66-6 3.4.5-{CH,);-C4H,-CO,CH; 844.6 875.5 5 esters
[Cy H,sFSi] 140843-92-1 +4-F-C¢H,-C(Si(CH;);)=CH., 829.1 858.0 12 propene
[Cy 1 sN] 54104-82-4 Pyrrolidine, 1-{(4-mcthylphenyl) 879.4 910.2 5.0 (CIH;)N
[Cy1HsN] 35843-88-0 3-(CH,),NC H,C(CH;)=CH, 91s.5 946.2 5.6 (CH;)N
[C) H|5N] 25108-56-9 4-(CH;)-NC H,C(CH,)=CH., 938.0 964.6 20 anilines
[CH\sN] 4096-20-2 Piperidine. 1-phenyl 926.4 952.9 20 anilines
[CyH:N] 23074-42-2 Tricyelo[3.3.1.17 " Jdecane-1-carbonitrile 803.8 834.4 6 nitriles
[C H;sNO] 54660-04-7 Pyvrrolidine. 1-(4-methoxyphenyl) 930.4 961.2 5.6 (CH3):N
[C Hy) 700-12-9 (CH;)5-CH 823.5 850.7 17.6 86STO/X]
[CH 1 CINS] 20815-38-7 ((CH:)LN)-C=Nt4-CICHy) 995.5 1027.9 0 Rin(1/1)
L C\ H (PN 20815-37-6 HCH;13N)C=N(4-FCH,) 997.6 1030.0 0 RIn(1/1)
[CiiH6Ns] 120235-03-2 (CH;).N-C14-CH;-C H ) =NCH, 1005.5 1037.9 0 Rln¢1/1)
[CH,,Si) 1923-01-9 C.H:-C(SitCH;):)=CH- 832.0 860.9 12 propene
[CH-N] 1129-69-7 2-CH,:(c-C<HN) 931.7 963.6 2 pyridines
[CyH,-N] 6832-21-9 2.6-(i-C;H-),-pyridine 947.2 979.0 2 pyridines
[C, H.-N] 613489 4-CH.C H NIC-Ho ) 931.0 962.8 2 anilines
[C, H.-N] 91-67-8 3-CHLC H,NIC Hals 932.2 9641 2 anilines
[ € H-NOJ S511-18-2 I-adamaniyl-CONH, 880.9 912.8 2 amides
[Cy =Ny 2556-43-6 HCHNIC=N-CH: 1006.0 1038.4 0 RinC /1)
€ HLNO: 4] N -(46-dimethylpyrimidin-2-y hornithine <1007 NE NE not estimated
|C.\H..0] 1113009-50-9 4-Methyicamphor R34 863.3 2 unsym ketones
[CH,.0] 19066-23-0 Adamantytmethylether 831.0 860.2 11 unsym ethers
[Co HLN] J132-14-5 R 5-di-t-butylpyrazole 920.8 952.7 2 pvridines
[C. H--N-0:] 08Y-97-T val-feu 883.5 NE NE not estimated
C,H. N0 1 23NR-93-9 leu-val 883.5 NE NE not estimated
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Formula Reg No Base GB PA AS P AS » Reasons
[C“H:}N_‘O}] 22677-62-9 val-lys 924.3 NE NE not estimated
[C1H23N;05] 20556-11-0 lys-val 924.3 NE NE not estimated
| C1iH2404] 66226-75-3 CH;0[CH,CH,CH,0]:CH; 895.1 NE NE not estimated
[CyaHyl 259-79-0 Biphenylene 819.2 848.2 115 Rin(4/1)
[C\2HgN-] 92-82-0 Phenazine 908.3 938.4 8 pyridines +RIn2
[C,:HoNO] 5424-19-1 3-C¢H:CO-pyridine 902.3 934.1 2 pyridines
[C\:Hyo] 83-32-9 Acenaphthene 821.0 851.7 5.8 Rin(2/1)
[Ci-Hyol 92-52-4 Biphenyl 7829 813.6 5.8 RIn(2/1)
[C;-H 2N20s] 5932-30-9 3(5)-phenyl-5(3)-ethoxycarbonylpyrazole 867.8 899.7 2 pyridines
[Cy:H 4N ] 20734-56-9 N.N’-Dimethyl-1,8-naphthalenediamine 930.9 960.3 10
| C,-H,5C1 146558-43-2 a-t-butylstyrene,3-Cl 811.0 839.8 12 propene
[C2HsF] 146558-44-3 a-t-butylstyrene,3-F 809.9 838.8 12 propene
[CiaH el 5676-29-9 a-t-butylstyrene 830.3 859.2 12 propene
{C12H16N206] 362-43-6 2’,3"-O-Isopropylideneuridine 841.7 874.2 0 RiIn(1/1)
{C.H,60] 943-27-1 4-t-C Hy-C H;-COCH; 850.6 882.5 2 unsym ketones
[CaH40,] 22524-51-2 2.3.5,6-(CH;)4-C¢H-COOCH; 834.3 865.2 5 esters
[C12H)605) 26537-19-9 4-1-CHg-C¢H,-COOCH,; 836.2 867.1 5 esters
[C;-Hy3N] 40832-99-3 1-H-Azepine, hexahydro-}-phenyl 9258 956.6 5.6 (CH3;;N
[CaH5NOs) 56066-86-5 N,N,2.6-Tetramethylaniline 4-carboxylic acid, 913.0 945.4 0 anilines-restricted
methyl ester .
[CaHyg] 87-85-4 (CHj)6-Cs $36.0 360.6 26.4 86STO/XIA
[C},H,50] 1660-04-4 Adamantyimethyiketone 833.1 864.9 2 unsym ketones
[Cy:H,308Si] 107099-29-6 4-CH,0-C¢H,-C(Si(CH;);)=CH, 874.0 902.9 12 propene
[C2H,504] 711-01-3 Tricyclo{3.3.1.1*"Jdecane-1-carboxylic acid, 833.1 864.1 5 esters
methyl ester
[C H5Si] 120093-92-7 3-CH;-C¢H,-C(Si(CH3);)=CH, 839.4 868.3 12 propene
[CaH gS1] 17920-24-0 4-((CH,);S1)C¢H,C(CH;)=CH, 849.7 878.6 12 propene
[C-H 5Si] 40595-34-4 3-((CH;);S1)C¢H,C(CH,)=CH, 849.7 878.6 12 propene
[C.H 5S1] 94397-80-5 4-CH;-C¢H,-C(Si(CH3);)=CH, 848.1 877.0 12 propene
[C-HgN] 2217-07-4 C¢HsN(C;H;), 931.1 963.0 2 anilines
[Ci:HgN] 22025-87-2 (CH)2,NC¢H (t-C Hy) 9343 961.0 20 anilines
[C).Hy)NO] 3357-16-2 3-Pyrrolidino-5.5-dimethylcyclohex-2-enone 968.7 1001.2 0 RIn(1/1)
[C}:HgN3] 20815-36-5 ((CH;).N)>,C=N-(4-CH;-CH,) 10119 1044.3 0 Rln(1/1)
[C-HyN,0] 20815-35-4 ((CH;)-N),C=N-(4-CH,0-CHy) 1015.2 1047.7 0 Rin¢1/1)
[C12H1oNO4] 3887-13-6 he’xaglycine 950 NE NE not estimated
{C)-H:,0] 4789-40-6 2.5-di-t-butylfuran 863.9 894.7 5.8 Rin(2/1)
{C-H,,0] 90547-83-4 4-Ethylcamphor 8333 865.1 2 unsym ketones
[C):HaN] 6321-40-0 (CH,=C(CH;)CH,);N 949.4 980.2 5.6 (CH,);N
[C\:HuN] 3717-40-6 N.N-Dimethyladamantylamine 963.0 993.9 56 (CH)N
[C,:H,,NOJ 73495-63-3 3-Amino-tricyclo[7.3.0.0*%]dodecan-2-ol K95 A 97R0 o} Rin(1/1)
[C)-H:NO] 65115-73-3 3-(N.N-Diethylamino}-5.5-dimethylcyclohex-2- 968.7 1001.2 0 RIn(1/1)
enone
[Cy-H:N,] 18712-47-5 3.5-di-t-butyl-4-methylpyrazole 933.8 967.5 -4 pyridines-RIn( 1/2)
[C-H.:N.] 111665-18-1 i-methv]-2.5-di-t-butylpyrazole 037.1 970.8 —4 pyridines + Rin( 1/2)
[C}:H.N,04] 926-79-4 tetra-L-alanine 944.6 NE NE not estimated
[C)-HuN,] 71058-67-8 1.6-Diazabicyclo[4.4.4]tetradecane 916.3 O47.1 5.6 (CH;)3N
[C,:H-,0.] 17455-13-9 18-crown-6 909.5 967.0 -84 84SHA/BLA
[Cal1:=N] 102-82-9 (n-CyHy)N 967.0 998.3 5.6 (CHa)3N
[ C:HaiNs] 106376-39-4 Hydrazine, 1.2-dimethyl-1.2-dipentyl 946.4 977.2 5.8 Rin(2/1)
[C)-H.NL] 68970-09-2 Hydrazine. 1.2-bis(2.2-dimethylpropyl)-1.2- 947.1 977.8 5.8 RIn(2/1)
dimethyl
[C,-HNOP] 2622-07-3 OP(NIC,Hs)a s 942.2 974.7 0 Rln(1/1)
[C):HND 260-94-6 Acridine 940.7 972.6 2 pyridines
[Cy:H, 86-73-7 Fluorene 803.8 831.5 16 aromatics
{C,:H, O} 119-61-9 (C,Ha-CO 8325 882.3 9 sym ketones
[CiiHyoi 6H43-93-6 2-Methylbiphenyl 795.5 828.0 0 ?
[C.:H,-] 643-58-3 2-Methylbiphenyl 783.4 8159 0 7
[C,H.:) 01-81-3 C.H:CH-C.H: 769.5 802.0) 0
(C,H,y- 04-4-1%-60 4-Methy Iniphenyi 7854 817.9 0 b
[C H,.0P} 2129-89-7 CH4C H-PO 876.4 903.9 0 Rin(1/1)
[CiH-PI 1486-28-8 1C.HaCHaP 939.7 9721 0 Rin( /1)
[CHF 1463538454 a-1-buty Istvrene 3-CF. 802.2 3311 12 propene
[CH<F 22666-67-7 a-t-buts stvrene.4-CF: 796.5 825.3 12 propene
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{C3HgN-] 20734-57-0 N,N,N'-Trimethyl-1,8-naphthalenediamine 951.8 984.3 0 ?
[C3H,;ClO] 146558-40-9 a-t-butylstyrene,4-CH;0, 3-Cl 854.2 883.0 12 propene
[Ci3Hyg] 31006-98-1 a-t-butylstyrene,4-CHj 845.7 874.6 12 propene
[Ci3H,g) 146558-42-1 a-t-butylstyrene,3-CH; 838.5 867.4 12 propene
[C3H gN,] 84396-62-3 4-(1-adamantyl)-pyrazole 878.9 913.1 -58 Rin(1/2)
[Cy3H gN-] 92234-54-3 1-(1-adamantyl)pyrazole 922.4 954.5 2 pyridines
[C3H,50] 22666-53-1 a-t-butylstyrene, 4-methoxy 869.1 897.9 12 propene
[Cy3H4S] 146558-39-6 a-t-butylstyrene,4-CH»S 866.0 894.8 12 propene
[Ci3Ha N] 585-48-8 2,6-(t-C4Hy),-pyridine 951 982.9 2 pyridines
[C;HyN] 29939-31-9 2.4-(t-C4Hy),-pyridine 952.0 983.8 2 pyridines
[C3H;,NO] 13358-76-4 3-Piperidino-5,5-dimethylcyclohex-2-enone 968.3 1000.7 0 RIn(1/1)
{C,3H;,NO] 1502-00-7 1-adamantyl-CON(CH3), 917.6 949.4 2 amides
[C13HaaN,] 133835-18-4 (CH,):N-CH=N-(1-Ad) 1001.0 1033.5 0 Rin(1/1)
[C)3Hy;N] #177 Adamantyl-CH,N(CHj3), 947.4 978.4 5.6 (CH;)3N
[C)3Hy4N>] 69340-58-5 3,3,6,9,9-pentamethyl-2,10- 1006.9 1039.3 0 RiIn(1/1)

diazabicyclo{4.4.0]dec-1-ene
[C3HN:] 141665-20-5 1,4-dimethyl-3,5-di-t-butylpyrazole 947 R 979 A 2 pyridines
[C)3HasN] 75197-24-9 out-6H-1-Azabicyclo[4.4.4]tetradecanc 864.5 897.0 0 RIn(3/3)
[C3H1N] 66922-18-7 2,6-Di-t-butylpiperidine 960.1 992.5 0 estimate
[C3Hyo) 85-01-8 Phenanthrene 795.0 825.7 5.8 Rin(2/1)
[Callio] 120-12-7 Anthracene . 816.6 877.3 5.8 Rin(2/1)
[C1sHa) 530-48-3 (C¢Hs),C=CH, 856.9 885.7 12 propene
[CsH|aNs] 75863-17-1 15,16-diazatricyclo[8.4.1.13%]hexadeca- 951.4 983.8 0 ?

1.3,5.7,9,11.13-heptaene
[CisHys) 103-29-7 C¢H;(CH,),CeHs 774.1 801.8 16 toluene
[CisHys) 5325-97-3 1,2,3.4.5,6,7.8-Octahydrophenanthrene 815.5 846.2 5.8 Rin(2/1)
[CsHs) 1079-71-6 1,2,3.4,5.6,7.8-Octahydroanthracene 814.7 845.4 5.8 Rin(2/1)
[C4H gNA] 20734-58-1 N.N.N’ N'-Tetramethyl-1,8-naphthalenediamine 995.8 1028.2 0 ?
[CsHag] 146558-41-0 a-t-butylstyrene,3,5-dimethyl 845.5 874.3 12 propene
[C3HaoN2O5] 3918-90-9 phe-val 893.6 NE NE not estimated
[C,4HyN-04] 3918-92-1 val-phe 909.0 NE NE not estimated
[C,sHaN-04] 3061-91-4 val-tyr 909.0 NE NE not estimated
{C)3HN>O4] 17355-09-8 tyr-val 893.6 NE NE not estimated
[CsHaaN] 16245-79-7 4-(n-CgH,7)CsH NH, 862 894.5 0 86SUN/KUL
[CsHa3N;04] 18861-82-0 heptaglycine 980.6 NE NE not estimated
[CsHaNs] 151328-46-0 (CH;),NC(CH;)=N(1-Ad) 1018.4 1050.8 0 Rin(1/1)
[C4H504] 33089-36-0 21-crown-7 >910 NE NE not estimated
[C3HagN] 64326-83-6 1-Methyl-2.6-t-butylpiperidine 980.3 1011.1 5.6 (CH,);N
[CsHyal 779-02-2 9-Methylanthracene 865.8 896.5 5.8 Rin(2/1)
[CisHin) 613-12-7 2-Methylanthracene 855.1 887.5 0 Rin(1/1)
[CsH:Fe-03] 76722-37-7 [(CsH)(CO)Fe]s(u-CON u-C=CH,) 949.4 981.8 0 Rin(1/1)
[CisH}aNs] 1145-01-3 3.5-diphenylpyrazole 912.7 946.3 -38 pyridines +Rin( 1/2)
[CsHye) 34403-06-0 3-CH;-C¢H,(CH,),C¢Hs 801.0 833.5 0 ?
[CsH ] 1081-75-0 C H(CH.,C H: 787.6 820.1 0
[CysHaN-] 95935-55-0 9.5-metheno-5H.7H-pyrimido[ 1 .6-2:34- 898.7 931.1 0 ?

a’ Jbisazepine )
[C,:H,-0OP] 2959-75-3 i-C;H,(C4H;5)-PO 876.4 908.9 0 Rin¢1/1)
[C:sH <] 189 81.0 1 -1-Dimethyi-7-isopropylazulene 930 A 9R13 | 0 RIn¢ /1)
[C<Hay) 15181-11-0 1.3-di-(t-C4Hq)-5-CH;-C Hy 826.0 853.7 16 aromatics
[C<H:=N:O,] 10183-34-3 penta-L-alanine 962 NE NE not estimated
[CieHo) 206-44-0 Fluoranthene 800.9 828.6 16 aromatics
(CioHin) 129-00-0) Pyrene 840.1 869.2 1.5 Rin(4/1)
[CieH ;N5 19311-79-6 I-methyl-3.5-diphenylpyrazole 927.0 958.9 2 pyridines
[CiH:NA] 95935-56-1 10.5-metheno-5H-bisazepino[ 1.2-d:2".1"- 930.1 962.6 0 ?

¢l 1 4]diazepine.7.8-dihvdro
[CH ). 2919-20-2 4-CH.CH,1,C=CH. 8714 900.2 12 propene
[CL LN 95%64-13-4 15 16-diazatricyelo[8.4.1.17 Jhexadeca- 9519 9844 0 7

1.3.3.7.9.11.13-heptaene. 1 5.16-dimethy|
[C.H. 1083-36-3 C,HaCH11.C Hs 779.8 822.0 -3 SOMAU/MHUN
{C\H;.,0P] SOSY8-35-7 -C,H(C H:-PO 876.4 908.9 0 Rin¢ 1/1)
[C,H2 N0 24587-37-9 val-trp 909.0 NE NE not estimated
[C, HANO. 38416-68-1 octaglyeme 990.7 NE NE not estimated
[CH--N] 24909-76-4 N.N-Dimethylhenzenamine 2 4-di-t-buty] 9424 973.3 5.6 (CH;:N
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{C,-Hao] 1718-50-9 CoHs(CH,)sCeHs 7824 824.7 -33 80MAU/HUN
[C-HNa] 95935-57-2 11,5-metheno-5H.7H-bisazepino[ 1,2-a:2" 1 '- 942.0 974.5 0 Rin(1/1)
d][1.5)diazocine.8,9-dihydro
[CisHi2] 218-01-9 Chrysene 810.1 840.9 5.8 Rin(2/1)
[CsHial 92-24-0 Tetracene 876.5 905.5 11.5 Rln(4/1)
[|CsHial 217-59-4 Triphenylene 791.2 819.2 14.9 RIn(6/1)
[C\sH sAs] 603-32-7 (CeHs)3As 876.4 908.9 0 Rin(3/3)
[ C 3H}5AsO] 1153-05-5 (C¢Hs);As0 876.4 906.2 9.1 Rin(3/1)
[CisHsN] 603-34-9 (C¢H;s):N 876.4 908.9 0 Rin(3/3)
[CsH;sOP] 791-28-6 (C¢H;s);PO 876.4 906.2 9.1 Rin(3/1)
[CisHsP] 603-35-0 (C¢Hs)sP 940.4 972.8 0 Rin(3/3)
[C\H5PS] 3878-45-3 (CgH;s):PS 876.4 906.2 9.1 Rln(3/1)
[CsH,sSb] 603-36-1 (C¢H:);Sb 813.1 8455 0 Rin(3/3)
[Ci3Haa] 1087-49-6 C4Hs(CH,)6CeH; 783.8 826.1 —33 8OMAU/HUN
[CgHa] 21072-42-4 trans-1,4-diphenylcyclohexane 7717 804.1 0 ?
{CH1eNJ) 120789-29-9 12,5-metheno-SH-bisazepino[ 1,2-a:2,1'- 940.2 972.6 0 Rin(1/1)
d}{1.5]diazonine,7,8.9,10-tetrahydro
[CigHag) 1460-02-2 1,3,5-(t-C4Hy);-CeH, 8223 848.8 20 1,3,5-Me;C H;
[CysH12NO;] 111652-29-0 hexa-L-alanine 981.3 NE NE not estimated
[C4H35N-0] 153841-62-4 gly-lys-lys-gly-gly 1008.4 NE NE not estimated
[CisH3sN70¢] 153841-63-5 gly-lys-gly-lys-gly 1010.8 NE NE not estimated
[C,xH35N70¢] 153841-64-6 lys-gly-gly-gly-lys 1026 NE NE not estimated
[C9HN,] 123524-78-7 13,5-metheno-5H.7H-bisazepino[ 1,2-2:2".1'- 961.8 994.3 0 ?
d]{1,5]diazecine,8.9.10,11-tetrahydro
[CaH,»] 198-55-0 Perylene 859.6 888.6 11.5 Rln(4/1)
[CagHao] 4493-23-6 dodecahedrane 817.5 843.8 20.6 RIn(60/5)
[CyoHul 128484-66-2 trans-1,4-dibenzylcyclohexane 773.3 805.7 0 ?
[CaoHaNs] 123524-79-8 14,5-metheno-5H-bisazepino[1.2-a:2",1'- 946 978.5 0 Rin( /1)
d){1,5]diazacycloundecine,7,8,9.10,11,12-
hexahydro
[CaoH32N,0] 76960-32-2 decaglycine 1004.6 NE NE not estimated
"CyHan] 82400-17-7 Methyldodecahedrane 823.1 855.6 0 ?
1C,Hy0] 38256-01-8 (1-adamytyl),CO 862.4 894.3 2 unsym ketones
[CaH30S] 73509-04-3 (t-adamantyl).CS 832.4 912.1 9 sym ketones
{CaaHya] 191-24-2 1,12-Benzoperylene 845.2 876.0 5.8 Rin(2/1)
(CsH,y) 213-46-7 Picene 820.6 851.3 5.8 Rin(2/1)
[CyHay] 77387-50-9 1.16-Dimethyldodecahedrane 844.0 876.5 0 ?
[Ca4Hy4] 191-07-1 Coronene 835.0 861.3 20.6 Rin(12/1)
[C2Hss04] 3055-97-8 C,:Ha5(OC,H,);0H 9.40.3 1006.7 —-113.9 93LIN/ROC
[Ceol 99683-96-3 buchminsterfullerene 827.5 NE NE not estimated
[C-) 115383-22-7 [5.6]Fullerene-C-, 8275 NE NE not estimated
[Ca0) 1305-78-8 Ca0 1162.3 1190.6 14 89GUR/VEY
[cl] 22537-15-1 Cl 490.1 513.6 30.1 S(HS)-S(Ch
[CIH) 7647-01-0 HCI 530.1 556.9 19 STHsS1-STHCl)
[CILi] 7447-41-8 LiCl 800.5 827 20 linear-to-bent est.
[Co] 7440-48-4 Co 719.8 742.7 32 rot est (0.116)
[cr] 7440-47-3 Cr 768.4 791.3 32 rot est ((L117)
[CsHO] 21351-79-1 CsOH 1092.2 1117.9 226 T0DZI/KEB
[Cs:0] 20231-00-9 Cs,0 14122 14429 5.8 Rin(2/1)
[Cu] 7440-30-8 Cu 6324 655.3 2 rot est (0.117)
[F] 14762-94-8 F 315 340.1 25 StOHI-S(F)
[FH]} 7664-39-3 HF 456.7 184 17.3 QTEAS/SMI
[FO] 12061-70-0) OF 482.2 508.7 20 linear-to-hent est.
[F.] 7782-41-4 F. 3055 332 20 lingar-to-bent est.
[F-0-S] 2699-79-8 F-SO- S80.5 605.5 25 93SZU/MCM
{ F:HOSI]| J1419-78-2 SiF:OH 611.5 641.9 7 CH.OH
{F.N1 EFE KBRS NE: 3386 S68.4 9.1 Rint3/1)
{F.0P) [ 3478-20-1 OPF: 664.2 694.0 9.1 Rint3/1)
[F.P| 7783552 PF: 662.8 695.3 0 Rinc1/1)
| F.Sij TINR-01-1 SiF; 476.6 502.9 20.6 Rin(12/1)
{F.S) 2551-02-4 SE. S50 5753 26.4 Rin(24/1)
[Fe} T439-89-6 Fe PRI 754 2 rot est (0.117)
(FeO} | 343.25-1 FeO ¥80.5 907 20 lincar-io-bent est.
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[ GeH,} 7782-65-2 GeH, 687.1 7134 20.6 Rin(12/1)
[HI} 10034-85-2 HI 601.3 627.5 21 HBr

[HKO] 1310-58-3 KOH 1075.4 1101.8 20.4 average

[HLi1) 7580-67-8 LiH 996.4 1021.7 24 88DIX/GOL
[HLiO] 1310-66-3 LiOH 972.1 1000.1 149 70DZI/KEB
[HNO;,] 7697-37-2 HNO, 7315 751.4 42 94CAC/ATT
[HNSI] 14515-04-9 SiINH 819.0 853.2 -5.8 Rin(1/2)
THN,) T782-79-8 HNNN 723.5 756.0 0 Rin(1/1)
[HNa] 7646-69-7 NaH 1070.6 1095 27 88DIX/GOL
{HNaO] 1310-73-2 NaOH 1044.8 1071.8 18.2 TODZI/KEB
[HOSi} 71132-80-4:b SiOH at O 700.1 7326 0 ?

[HOSi) 71132-80-4:a SiOH at St 7428 775.3 0 Rin(1/1)
[HOSi] 97402-81-8:2 HSiO at O 777.5 810 0 Rin(1/1)
[HOSI] 97402-81-8:b HSiO at Si 602.5 635 0 Rin(1/1)
[HOSr] 12141-14-9 SrOH 981.6 1019.4 - 18

[HO5] 3170 83-0 HOL» 627.5 660 0 b

[HP] 13967-14-1 PH 639.6 670.3 5.8 Rin(2/1)

{Hal 1333-74-0 H, 394.7 4223 16.3 97EAS/SMI
[H>N] 15194-15-7 NH, 742.0 7734 34 Rin(3/2)
[HaN.) 3618-05-1 HN=NH 7723 803 5.8 RIn(2/1)
[H.N;0,] 7782-94-7 H,N-NO, o 7250 757.4 0 ?

{H,0] 7732-18-5 H,0 660.0 691 5 AUE: 97EAS/SMI
[H,08i] 83892-34-6 HSIOH at Si 807.5 340 0 ?

[H,08i] 22755-01-T:a H.S$i0 at O 808.5 841 0 7

[H,0S8i] 22755-01-7:b H.SiO at Si 295.5 328 0 Rin(1/1)
[H,0] 7722-84-1 H.0, 643.8 674.5 58 Rin(2/1)
[H.0,8) 7664-93-9 H.S0, 666.9 699.4 0 7

{H.P] 13765-43-0 PH, 675.7 709.2 -3.4 Rin(2/3)
[H.S] 7783-06-4 H.S 673.8 705 43 S(PH,)- S(HAS)
[H.Se] 7783-07-5 H.Se 676.4 707.8 3.8 S(AsH,)-S(H:Se)
[H.Si) 13825-90-6 SiH, 804.1 839.2 -9.1 RIn(2/6)
[H.Te] 7783-09-7 H,Te 704.5 735.9 38 HaSe

[H:N] 7664-41-7 NH, 819.0 853.6 ~6.4 97EAS/SMI

[ H;08i] 113648-09-2:a H.SiOH at O 705.5 738 0 ?

[H:0Si} 112648-09-2:b H.SiOH at Si 556.5 589 0 ?

[H.08i] 81429-20-1 H:Si0 at O 667.5 700 0 ?

[H;0:P] 10294-56-1 H:PO: 788.8 821.3 0 0

[H:P) 7803-51-2 PH, 750.9 785 -5.6 S(SiH-S(PH)
CHLNL] 302-01-2 H.NNH, 822.4 8532 58 Rln(2/1}
[H,0S1) 14475-28-8 H;SiOH at O 713.9 746.4 Q Rin{(1/1)
[H,5i] 7803-62-5 SiH, 6134 639.7 0.6 Rint12/1)
[H,0Si.] 13597-73-4 H,Si0SiH 718.3 749 5.8 Rint2/1)

[He] T7440-59-7 He 148.5 t77.8 : 10.5 S(H.1-S(Hel+Rin2
i [4362-44-8 { 5835 608.2 26 S(HD-S(
{K.0] 12136-45-7 K.,O0 1311.8 13425 5.8 RIn(2/1)

[Kr] 7439-90-9 Kr 1024 4246 344 S(HBr)-S(Kr)
[Laj 7439-91-0 La 991.9 1012 38 ot est {0.17)
(Lisl 14452-59-6 Lis 1133.1 1162 12 83DIX/GOL
[Li.0) 12057-24-8 Li-O 11753 1206 58 RIn(2/1)

[tu) 7439-94-3 Lu 970.6 992 37 rot est (0.16)
Me) T439-95-4 Mg 797.3 819.6 34 rot est (0.136)
[M2O] 1 309-48-4 MeO 939.4 Y88 13 SOGUR/VEY

| Ma:} 29904-79-8 Mg, 886.5 919 0 Rin( /1)

[Mnj "439-96-3 Mn 7744 797.3 32 rot est {0.117)
IN] [ TTTN-88-0 N 3187 RS 30 SICH)-SENY
NOj {0102-43-9 NO S05.3 3318 20 linear-to-bent est.
INO - 10102-44-0 U 360.3 010 58 RiInt2/1)

INP; 17739478 PN 737.0 T894 0 i

iNL TTTLRTY N- 4928 10.5 9TEAS/SMI
INLO] 1002497 2h N2 at N RN 549.8 20 CO--RIn(2/1)
N0 100249 -2 NGO WO N 5752 20 CO-RInE/1)
N RS Na- SIES 1146.8 13 S8DIX/GOL

I NaO] 1 Na-0 13452 13759 58 Rin(2/1y




GAS PHASE BASICITIES AND PROTON AFFINITIES OF MOLECULES 457

TasLe 1. Gas basicity. proton affinity and protonation entropy of Hill sorted bases—Continued

Formula Reg No Base GB PA AS, AS, Reasons
Nel 7440-01-9 " "Ne 174.4 1988 27 S(HF)-S(Ne)
‘Nt 7440-02-0 Ni 714.1 737 32 rot est (0.115)
0] 17778-80-2 o) 459.6 485.2 23 rot est (0.066)
"HO) 3352-57-6 OH 564.0 593.2 1 S(NH,)-S(OH)
‘0pP) 14452-66-5 PO 649.5 682 0 Rin(1/1)
10Si] 10097-28-6:a Si0 at O 750.4 7717.8 17 85BOT/ROS
10Si] 10097-28-6:b SiO at Si 500.5 533 0 Rin(1/1)
10Sr] 1314-11-0 SrO 1180.7 1209 14 89GUR/VEY
104 7782-44-7 0, 396.3 421 26 AUE; 84ADA/SMI
{0-S] 7446-09-5 SO, 643.3 672.3 {15 AUE
HeN! 10028-15-6 0O, 595.9 625.5 9.5 91IMER/QUE
[0:S] 7446-11-9 SO, 560.3 588.3 14.9 RlIn¢6/1)
1050s] 20816-12-0 050, 650.6 676.9 20.6 Rin(12/1)
[P] 7723-14-0 P 604.8 626.8 35 S(HSI)-S(P)
[PS] 12281-36-6 PS 665.5 698 0 ?
[P,] 12185-10-8 Py 714.3 742.3 14.9 Rin(12/2)
[Pd] 7440-05-3 Pd 673.4 696 33 rot ect (1 13)
[Rh] 7440-16-6 Rh 745.4 768 33 rot est (0.13)
[Ru] 7440-18-8 Ru 751.4 774 33 rot est (0.13)
(S] 7704-34-9 S 640.2 664.3 28 rot est (0.104)
(sSi] 113443-18-8 SiS 677.7 7102 0 Rin(1/1)
[SSi] 12504-41-5:b SiS at Si 596.6 627 7 92BRU/GRE
[SSi) 12504-41-5:a SiS at § 660.2 683 325 92BRU/GRE
[Sc] 7440-20-2 Sc 892.0 914 35 rot est (0.144)
[Si] 7440-21-3 Si 814.1 837 32 rot est (0.12)
[Ti] 7440-32-6 Ti 853.7 876 34 rot est (0.132)
] 7440-61-1 U 973.2 995.2 35 rot est (0.142)
[v] 7440-62-2 \% 836.8 859.4 33 rot est {0.13)
[Xe] 7440-63-3 Xe 478.1 499.6 36.8 S(HI)-S(Xe)
[Y] 7440-65-5 Y 945.9 967 38 rot est (0.17)
[Zn] 7440-66-6 Zn 586.0 608.6 33 rot est (0.125)




TasLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M

[Formula) Reg No(M) Base(M) GB(M) PA(M) ASp(M)

YrSquib Reg No(R} Base(R) T(K) GBR) AGB(MR,T) GB(M)  PAR) APAMMR)  PAM)  ASR) AAS(MR) AS,M)

[Cs,0] 20281-00-9 Cs,0 1412.2 14429 58

S4BUIT/KUD Sce Refs. 1442.9

INa,0} 1313-59-3 Na,O 13452 13759 58

RIBUT/KUD See Refs. 1375.9

|K,0] 12136-45-7 K,O 1311.8 1342.5 5.8

SIBUT/KUD See Refs. 1342.5

[BaO] 1304-28-5 BaO 1187.6 12154 15.5

RIMUR Sce Refs. 1215.4

[Osr] 1314-11-0 SrO 1180.7 1209 14

8IMUR See Refs. 1210.7

BIMUR See Refs. 1207.3

[Li,0] 12057-24-8 Li;O 11753 1206 58

R4BUT/KUD See Refs. 1206

[Ca0)] 1305-78-8 CaO 1162.3 1190.6 14

HIMUR Sce Refs. 11037

BIMUR See Refs. 1187.4

[Li,) 14452-59-6 Li, 1133.1 1162 12

SEDIX/GOL. theory 300 1162

|Na, | 25681-79-2  Na, 11182 1146.8 13

S8DIX/GOL. theory 300 1146.8

[Cs110] 2125179 1 Cs0H 10022, 1117.9 2.6

TIMCK/SAW See Refs 11103 423

T0DZUKEB See Refs. 1117.9 22.6

[HKO] 1310-58-3 KOH 1075.4 1101.8 204

S2BUR/HAY See Refs. 1100.6 21

T6DAV/KER See Refy 11003 2737

TODZIKEB See Refs 1104.5 16.6

[MNa] 7646-69-7 NaH 1070.6 1095 27

88DIX/GOL theory 300 1095

1 C oM Ns] 111062-21-6 1H-diimidazo[1,2-d:2',1'-g]{ 1,4]diazepine, >1060 >1091 0
2,3,5,6,8,9-hexahydro-1-methyl (M1TT)

94RAC/MAR 80-70-6 ((CH3),N)C=NH 338 997.4 <62.2 >1060

8sY

SVIT1 'O 'S ANV H3LINNH 1 °d '3
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FABLE 2. Suminary of proton wranstey thermochemical data for each base M,

softed by gas basicity of M- -Continued

[Formula| Reg No(M) Base(M) GB(M) PA(M) AS,(M)

sl Reyg NuiRy BasciR) T(K) GB(R) AGB(M\R,7T) GB(M) PA(R) APA(M.R) PA(M) AS[,(R) AASMR) ASPlM)

[CH NG 111062-19-2 1H-dimidazo| 1,2-d:2",1'-g]{ 1,4 ]diazepinc, >1049 >1081 0
2,3,5,6,8,9-hexahydro (TITT)

OHRAC/NAR 80.70-6 {CH),N),LC=NH 338 997.4 >51.2 >1049

[HNaO] 1310-73-2 NaOH 1044.8 1071.8 18.2

RIBURATAY See Refs. 1072.1 18.2

TODZIKIR See Refs. 1071.5 18.2

[CaH Ny} 160172-95-2 T-isopropyl-1,5,7-triazabicyclo[4,4.0]dec-5- 1039.2 1071.6 0
ene (ITBD)

QIRACATAR 80 76 ((CH)L,N)LC-NH 338 9974 42 1039.2

{CyH 3N YSS10-44-4 7-cthyl-1,5,7-triazabicyclo}4,4,0 jdec-5-ene 1035.8 1068.2 0
(ETBD)

OIRAC/MAR 80-70-6 ((CH)L.NBC- NH 338 9974 38.6 1035.8

[CylEN, | 151328-47-1 (CH),NC(CH) =N-(CH,) ;]N(CH,), 1030.5 1077.5 —49

OIRACIMAR 80O-70-6 {(ICH )N =NH 338 W74 314 1030.5

GADEC/GAL 102-82-9 n-Cyl LN 338 967.6 >61.1 >1016.3

[CH N, 84030-20-6 7-methyl-1,5,7-triazabicyclo{4,4,0 [dec-5-ene : 1030.2 1062.7 0

QIRAC/NAR R0O-70-0 ({CH,),N)C=NH 338 997.4 327 1029.9

GIDBEC/GAL 102-82-9 (n-C Hy);N 338 967.6 62.8 1030.6

[CoH Ny 34331-58-3 ((CH);N),C =N(-C ) 1029.4 1061.8 0

QIRACAMAR 80-70-6 ((CH,)N)LC = NH 338 9974 322 1029.4

1 CallNOy] 54944-27-3 gly-gly-arg 1028.5 NE NE

DIWULIEN kinetic method 1028.5

| Cyut3aN7 04 ] 153841-64-6 Tys-gly-gly-gly-lys 1028 NE NE

YIWL/FEN kinetic method 1026

[CxHN,] 29166-71-0 ((CH3),N),C=N(i-C3H5) 1023.2 1055.6 0

Q4RAC/MAR R0-70-6 ({CH),N),C=NH 338 9974 26 1023.2

[CH NG S807-14-7 1,5,7-triazabicyclo [4.4.0]dec-5-ene 1022.1 1054.6 0

O4RAC/MAR 80-70-6 ({CH),N)LC=NH 338 997.4 25.5 1022.7

DIDEC/GAL 102-82-9 (n-C N 338 967.6 53.8 1021.6

[CN 13439-88-8 ((CH,),N),C=NC;H; 1019.0 1051.4 0

QARAC/MAR 80-70-6 ((CH N, C=NH 338 9974 218 1019.0

[CratlegN, | 151328-46-0  (CH,):NC(CH;)=N(1-Ad) 1018.4 1050.8 0

9IDEC/GAL 102-82-9 (n-C,Hy1:N 338 967.6 50.6 1018.4

S3TNOITON 40 S3AILINIFEY NOLOYd ANV S3ILIDISYE 3SVHd SVO
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Tastr: 2. Summary of proton transter thermochemical data for each base M. sorted by gas basicity of M—Continued

| Formula) Reg No(M) Base{M) GB(M) PA(M) AS (M)

VeSquih Ren NarR) Ruse{R) T(Ky GB(R) AGB(M.R.T) GB{M) PA(R) APA(M.R} PA(M) ASUR) AAS (MR AS (M)

[ CylyN ] 151328-45-9 (CH,),NCCH =NCH,),N(CHy), 1016.1 1048.5 0

DIDECTGAL 102-82.9 (n-C NN 338 967.6 48.3 1016.1

{CyH NS 0674-22-2 1.8-diazabicyclo| 5.4.0Jundec-7-ene 1015.5 1047.9 0

QDADECIGAL 12829 n-C )N 338 967.6 47.7 1015.5

[Ny 13439-84-4 ((CH;N),C=NCH, 1015.2 1047.7 0

QARACIMAR RO-7(-6 ((CH)-NILC--NH 338 997.4 18 10152

[C N0 20815-35-4 ((CHL);NLC=N-(4-CH{0-C,H,) 1015.2 1047.7 0

GHRAC/MAR 80-70-6 (CHD,NRC=NH 338 997.4 18 1015.2

[CRH NG 19616-52-5 1.5-diazabicycio[4.4,0}dec-6-ene (DBD) 1014.0 1046.4 0

YIRACIMAR 81-70-6 HCH N, C =N 338 997.4 16.8 1014.0

1€ Ny 20815-36-5 ((CH3),N) N-(4-CH,-CHyp) 10119 1044.3 [

OHRAC/MAR 80-70-6 ((CH3):N),C = NH 338 997.4 14.7 1011.9

{CylyN, | 151328-44-8 {CHLN-CCaHg) = NO-CyHy) 1010.9 1043.3 [

9IDECIGAL 102-82-9 (n-C, Hy)\N 338 967.6 43.1 1010.9

1CH N0, 153841-63-5 ely-lys-gly-lys-gly 1010.8 NE NE

GIWU/EFEN kinetic method 1010.8

[CyH NG 139033-04-8 (CH;},N-CH=N-(CH,);N(CHy), 1010.6 1057.7 —49

IRACMAR 80-70-6 ((CH,N)C=NH 338 9974 14.2 10133

GDADECIGAL 102-82-9 in-C,Hy)\N 338 967.6 40.6 1010.2

YIRACIMAR 147.350-05-8 (CHLN-CICH ) =N-CyHy) 338 1005.9 2.1 1009.8

OIRACNIAR 133835-18-4 (CH, Y .N-CH=N-(1-Ad) 338 10010 19 1010.8

OIRAC/NM AL 101308387 (CH O NGCH=N(CH 3 .N(CH ), 338 996 4 09 1009 1

G2RACIMAR O4793-19-8 {CH):N-C(CH=N(i-C3Hy) 338 999.2 9.6 1010.6

[Crgl3aN; 0,1 153841-62-4 gly-lys-lys-gly-gly 1008.4 NE NE

QIWU/FEN kinetic method 1008.4

1CHH N0, #41 N-(4.6-dimethylpyrimidin-2-vDornithine <1007 NE NF

QIBUR/GAS 74-79-3 L-Arginine 1006.6 <0 <1007

{CHNS 69340-58-5 3,3.6,9,9-pentamethyl-2,10- 1006.9 1039.3 0
diazabicyclo[4.4.0]dec-1-ene

YIDEC/GAL 102-82-9 {n-C Hy);N 338 967.6 39.1 1006.9

[CoH4N4O; ] 74-79-3 L-Arginine 1006.6 1051.0 —40

93LIHAR kinetic method

D2WUNEN kinetic method 1006.6

92GOR/SPLE 102-82-9 (n-C Hyh:N 350 967.6

(4114

SVI7 'O 'SANV H3INNH 1 °d '3
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Tastk 20 Summary of proton transfer thermochemical data for each base M, sorted hy gas basicity of M—Continued

[Formula| Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg NotR) Base(R) T(K) GB(R) AGB(MR.7) GB(M) PA(R) APA(MR) PA(M) ASLR) AASMR) AS (M)
GOISA/ONMO Kinetic method-relative order
87RO kinetic method relative order
S6BOY Kinetic method-relative order
[C TSN, | 2556-43-6 ((CHy),N),C=N-CyHs 1006.0 1038.4 0
GQIRAC/MAR 80-70 6 HCH)LN),LC- NH 338 997.4 8.8 1006.0
3001-72-7 L.5-diazabicyclol 4.3.0Inon-5-ene 1005.9 1038.3 0
102-82-9 (n-C H)N 338 967.6 38.1 1005.9
[ CxH N | 147350-05-8 (CH3)LN-CCH ) =N(t-Cylty) 1005.9 1038.3 0
QIDECIGAL 102-82-9 -CyH N 338 967.6 38.1 1005.9
| CobiyyNs | 151328-42-6 (CoHN-CCH)=Nn-C,Hy) 1005.5 1037.9 0
DINECIGAL 102829 n-CyHg)\N 338 967.6 377 1005.5
[ CrallaNy | 107322-35-0 (CHL)LN-C(C-H)=N(n-CsH,y) 1005.5 1037.9 0
DADECAGAL 102-82.9 n-C H, 1N 338 967.6 37.7 1005.5
€N | 120235-03-2 (CH)N-C(4-CH,-C H ) =NCH, 1005.5 1037.9 0
YIDECIGAL 102-82-9 (n-C, 11N 338 967.6 37.7 1005.5
[CHGN,O] 76960-32-2 decaglycine 1004.6 NE NE
O2WLHTEND Kinetic method 1004.6
JCNL (CH),N-C(CH)=N(G-C3H5) 1004.6 1037.0 0
GIDEC/GAL (n-C,H) N 338 967.6 36.8 1004.6
1C1(NLO 151328-41-5 (CH)N-CCH)=N(CH;),OCH; 1003.8 1036.2 0
GIDEC/GAL 102-8.2-9 (0-CHG )N 338 967.6 36 1003.8
PO N, | 94793-24.5 (CHy)N-C(CH)=N(n-C3H, ) 1002.1 1034.5 0
QIDECAGAL 102-82-9 (n-C{Hy N 338 967.6 343 10021
1 CallaN, | 133836-18-4 (CH3,N-CH=N-(1-Ad) 1001.0 10335 0
UADEC/GAL 102-82-9 (n-C HGN 338 967.6 331 1000.9
GIRACIMAR 101398 387 (CHLN-CH N(CHL)NICH ), 338 996.4 79 1004.3
GIRACIMAR I51328-10-4 N-CtCH,) - NC,Hs 338 996.7 4.6 1001.3
D2RAC/NMAR 94793-10-8 (CH)N-CHCH ) = NG-C ) 338 999.2 1.7 1000.8
PIRAC/NAR [47350-05-8 (CHLN-CICH )5 NO-CHL) 338 10059 -5.0 1000.8
DIDEC/GAL 80-70-6 ((CH,N),C - NH RRES 997.4 2.5 999.7
GIDEC/GAL [33835-17-3 (CHN-CH = N-(1. I-dimethylpropy ) 338 989.6 9.6 999.2
[Crobl NS 119044-57-4 (CH,)N-C(C H)=NCH, 1000.9 1033.3 0
GIDECIGAL 102-82-9 n-CyH LN RRES 967.0 REN 1000.9

S3TNOITTON 40 S3ILINIAHV NOLOHd ANV S3ILIDISVE ASVHd SVO
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Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

| Formula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)

YiSyuib Reg NofR) Base(R) T(Ky GB(R) AGB(MR,T) GB(M) PA(R) APA(MR) PA(M) AS,(R) AAS(MR) AS (M)

[C 2N ] 94793-26-7 (CHN-C(CH;3)=N(n-CH ;) 1000.9 1033.3 0

BADECIGAT 102-82-9 (n-C Hy)\N 338 9676 33.1 1000.9

JC7HNS | 94793-19-8 (CH3),N-C(CH3)=N(i-C3H;) 999.2 1031.6 0

GADECIGAL 102-82-9 n-C,Hy) N 338 9676 314 999.2

[ G N, 94793-20-1 (CH,);N-C(CH)=N(n-C;H,) 997.9 1030.3 0

DIDEC/GAL 102-82-9 (n-CyHy LN 338 967.6 30.1 997.9

[ ENS] 20815-37-6 ((CH3);N),C=N(4-FCH,) 997.6 1030.0 0

QARAC/MAR RO-70-0 ((CH,):N),C=NH 338 997.4 0.4 997.6

[CsHNG ) 80-70-6 ((CHZ),N),C=NH 997.4 1031.6 -5.8

STTAF 75-50-3 (CHLN 350 918.1 78.7 997.4

SOTAF/GAL T004-41-7 NH, 350 819 172.3 991.2

[CoH N, | 151328-40-4 (CH,),N-C(CH)=NC, H; 996.7 1029.1 ]

UIDEC/GAL 102-82-9 (n-CyHghN 338 9676 289 996.7

[HLi] 7580-67-8 Lil 996.4 1021.7 24

SRDIN/GOL. theory 300 1021.7

[ €71 3Ny] 101398-58-7 (CH;),N-CH=N({CH,),N(CH3), 996.4 1028.8 0

JADECIGAL 102-82-9 (n-CyHy)N 338 9676 27.6 995.4

YIRAC/MAR R0-70-6 ({CH;),N)LC=NH 338 997.4 0.4 997.6

DIRAC/MAR 133835-17-3 (CH),N-CH = N-(1,1-dimethylpropyl) 338 989.6 6.3 995.9

1€ H N, | 20734-58-1 N,N,N',N'-Tetramethyl-1,8- 995.8 1028.2 0
naphthalenediamine

BITAI §7-85-4 (CH3)-Cy, 350 836.0 159.7 997.0

TRLAU/SAL 7664-41-7 NH; 650 819 177.7 994.5

1€ CING| 20815-38-7 ((CH;),N),C=N(4-CICH,) 995.5 1027.9 0

UIRAC/MAR 80-70-6 ((CH;3),N),C=NH 338 997.4 -1.7 995.5

[ CxHzpN, | (CH),N(CH,),N(CH}), 992.7 1046.3 -7

8TTAL (CH3;1N 350 918.1 70.5 9924

SITAR2 T004-41-7 NH, 350 819 171.2 993.4

TOAUE/BOW 75-50-3 (CH,)N 298 918.1 742 992.3

[La] 7439-91-0 La 991.9 1013 38

SYELK/SUN See Refs. 101349

[CsH 4N, 151328-39-1 (CH,),N-C(CH;)=N(e-C;Hs) 991.7 1024.1 0

9IDEC/GAL 102-82-9 (n-C Hy);N 338 967.6 239 991.7

Atl4
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Pasi 20 Summary of proton transfer thermochemical data for each base M. sorted by gas basicity of M— Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YiSquib Rey NoiRk) Base(R) T(K) GB{R) AGB(MR.T) GB(M) PA(R) APA(M.R) PA(M) ASI,(RD AAS(MR) AS (M)
1CN, IRINL-6T-R (1), N-CUCH ) =NCH, 000.8 1023.2 0
DIDECIGAL 102-82-9 (n-C,H 1N 338 967.6 23 990.8
[ €1 H NGO, 38416-68-1 octaglycine 990.7 NE NE
O2WLYEEN2 Kinetic method 990.7
1CHGNL 673-16-1 N,. N -dimethylhictamine 0001 10220 2
OSHER/ABR 1H0-95-2 (CHLNICH ) NICH ), 333 9854 2.4 985.8
OSHER/ABB TIE-51-3 (CHLNICH,NICH O, 333 9927 —0.6 989.7
UAHER/ABB S0 70 0 HCHLNYLCNH 333 9974 -24 994.8
J OGN NS | 133835-17-3 (CH3,N-CH=N-(1,1-dimcthylpropyl) 989.6 1022.0 0
OIDEC/GAL ViS9.75 4 (CHOLN-CH - N-{c-hexyl) 338 987.9 1.7 989.6
DIDECIGAL 23314-00-9 (CHO)L,N CHON(-CyH) 338 988.3 1.3 989.6
JCyl1 N 7148-07-4 Pyrrolidine, 1-( 1-cyclopenten-1-y1)- 9RR.4 10192 5.6
TOAUE/BOW 75.50-3 (CH N 298 918.1 70.3 988.4 975.3
[ 1N | 23314-06-9 (CH),N-CH=N(t-C,H,) 988.3 1020.8 0
QRDECIGAL 102-82-9 (n-C Hy) N 338 967.6 19.9 987.7
DIDECIGAL 110-95.2 {CHOLNCH,ENICH ), 338 985.4 33 986.6
GEDERCIGAL R0-70-6 ((CHOWNLC - NI 338 9974 =71 9901
WIDEC/GAL 32150-24-6 (CH.N-CH - N-(1-methylethyh 338 981.0 79 989.0
JCo N, | 3459-75-4 (CH13):N-CH=N-(c-hexyl) 987.9 1020.4 0
S1IDEC/GAL 23314-06-9 (CHLN-CH = N-C ) 338 988.3 —-1.3 987.1
QIDEC/GAL 80-70-6 ({CHLN)LC=:NH 338 9974 -84 988.8
[CHEN,O] 134166-62-4 (CH;3),N-ClI=N-(2-methoxyethyl) 986.4 1018.9 0
DIRAC/MAR 23314-06-9 (CHDN-CH = N(t-C Hy) 338 9883 -0.4 987.9
G2RAC/MAR 111-51-3 (CHONICH),N(CH ) 338 992.7 =5.0 985.0
OIRAC/MAR 80-70-0 ({CH)LN)LC= NH 338 9974 =10.0 987.2
O2RAC/NMAR 32150 2M4-6 (CH3)N-CH=N-(1-methylethyl) 338 9810 4.6 985.6
85599-92-4 (CH;);N-CH=N-(1-methylpropyl) 985.7 1018.1 0

Al 8559994 6 {CHLN-CH=N-(n-hexyl) 338 9849 1.7 986.6
OTDECIGAL 134166-62-4 (CHL)LN-CH - N-(2-micthoxyethyl 338 9864 ~1.7 984.7
[CybEN | 94793-23-4 (CHL),N-CH=N(n-C4H,)) 985.5 1018.0 0
YIDEC/GAL 102-82-9 n-C,Ho )N 338 967.6 16.7 984.5
DDEC/GAL 85509-94-6 (CHLLN-CH -N-tn-heayl) 338 984.9 1.7 986.6
DDEC/GAL 3717-82-0 (CH,)WN-CH- N-tn-butyh 338 980.5 5.0 985.5
[CoH N, | 110-95-2 (CHLN(CH)N(CH ), 985.4 1035.2 —58
R7TAF 75-50-3 (CH N 350 918.1 61.5 985.8
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Tasie: 20 Summary of proton transfer thermochemical data for each base M. sorted by gas basicity of M—Continued

| Formula
YrSquib
SVFALR2
TOAUE/BOW

[ColLN, |
OITDEC/GAL

| (.IID|I14NZ|
NITAI
TOAUE/BOW

‘(.7”|(le]
YIDEC/GALL
VIDEC/GAL

l(‘IUIIHNZ’

9IRAC/MAR
IMAR
DIRAC/MAR

[HOSr]|
TOTAN/LIA

HC 11N, 0, ]
9IWLVETN

l(vh”HNZ]

GIDECIGAL
YIDECIGAL
OIDECIGAL

| (VIJ"HN7()XJ
YIWLI/IEN2

[C7H4N, |
YIDECIGAL
9IDECIGAL

| € gHyN]
RTITAF
RITAE

[(‘Iu"lSNF()JI
9IWU/FEN
YOCARICAS

Reg No(M)
Reg No(R)

Fo04-41 7
75503

85599-94-6
102829
850-70-6
32150 21-0

111-18-2
TOO-4-11-7
75-50-3

67161-18-6
32150-24-6
134160-62-1

27159-75-7
12150240
74119 -36-1
134160-62-4

12141-14-9

111652-29-0

32150-24-6
109-55-7
T4119-36-1
[10-95-2

18861-82-0
3717-82-6
74119-36-1
32150-24-6
64326-83-6
75-50-3
R7-85-4

7451-76-5

926-63-6;

Base(M)
Base(R)

NH,
(CHY N

(CH;3);N-CH=N-(n-hexyl)
(n-C,H,) N

(ICHO,NY, - NH

(CHN-CH N-([-mcthylethyl)

(CHy)N(CH)N(CH,),
NH,
(CHON

(CH;);N-CH=N-(2-methylpropyl)
(CH),N-CH = N-(1-methylethyl)
(CH)LN-CH = N-(2-methoxyethyl)

(CH;),N-CH=N-(phenylmethyl)
{CH),N-CH = N-(1-methylethyl)
(CH)N-CH = N-C,H;

(CHy)LN CH- N-(2-methoxycethyl)

SrOH
See Refs.

hexa-L-alanine
kinetic method

(CH;3),N-CH=N-(1-methylethyl)
(CH,),N(CH,);NH,
(CH,)N-CH=N-C,H;
(CH,),N(CH,),N(CH,),

heptaglycine
Sce Refs.

(CH;);N-CH=N-(n-butyl)
(CH;),N-CH=N-C,H;
{CH3),N-CH=N-{ I-mcthylethyl)

1-Methyl-2,6-t-butylpiperidine
(CH, )N
(CH,-Cy

gly-gly-his
kinetic method
(CHi L (n-CiHING (n-C3H, )N

GB(M) PA(M) AS,(M)
TK) GBR) AGB(MR.T)  GBIM)  PA(R) APAMMR)  PA(M)  AS/(R) AAS,MR) AS(M)
350 819 165.2 986.8
298 9181 66.9 985.0
984.9 10174 0
338 967.6 126 >980
3R 097 4 —12.1 Qg5 1
338 9810 38 984.8
982.2 1035.8 -7
350 81y 161.5 983.8
298 9181 624 980.5
982.0 10145 0
338 981.0 0.4 981.4
338 986.4 - 3R aR? .7
981.7 1014.1 0
338 9810 0.4 981.4
338 9763 46 980.9
338 986.4 -38 982.7
981.6 1019.4 ~18
1019.4 -18
981.3 NE NE
981.3
981.0 10135 0
338 9753 8.4 9814
338 9763 338 980.0
338 9854 -7 981.6
980.6 NE NE
350 980.6
980.5 1013.0 o
338 9763 50 981.3
338 9810 —13 979.8
980.3 1011.1 5.6
350 918.1 61.8 979.9
350 836.0 1437 980.7
979.5 NE NE
979.5
932-960)

1 2°14
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Fair 200 Summary of proton transfer thermochemical data for cach base M, sorted by gas basicity of M——Continued
Yy i y & Y

[Formula)| Reg No(M) Base(M) GB(M) PA(M) AS,(M)
Visquib Reg No(R) Base(R) T(K) GB(R) AGB(MR.,T)  GB(M)  PA(R) APA(MR) PA(M) ASR) AAS(MR) AS M)
102.69-2
[CHN,] 32150-25-7 (CH3),N-CH=N-(n-propyl) 979.2 1011.7 0
DTDECIGAL T4119-36-1 (CHYLN-CH N-C.H, 338 9763 2.1 978.4
QIDEC/GAL 2717820 (CTE)N-CH - N-(n-butyl) 338 980.5 ~04 980.1
[ CsH,N 74119-36-1 (CHL)N-CH=N-C,lg 976.3 1008.7 0
BIDLC/GNL 1122838 2 MN.N -Dimethyl-4-pyridinamine 328 0711 1.7 973.5
VIDEC/GAL 1609-014-4 (CH),N-CH - N-CH, 338 970.0 6.7 976.7
SIDEC/GAL 109-55-7 (CHLN(CH ) NH, 338 9753 29 976.0
1CSHN, 109-55-7 (CH),N(CH,) N, 975.3 1025.0 ~58
RATAR2 760:4-41-7 NH, 350 819 154.7 976.3
TOAUE/BOW 75-50.3 {CH ;N 298 918.1 56.1 974.3
[CJN,] 133835-16-2 (CH),N-CH=N-(c-propyl) 973.8 1006.2 0
QINECHIAT 16000 (CH D NCH=N-CH, 3238 070.0 3.3 073.4
QIDEC/GAL T4119-36-1 (CH)LN-CH = N-C,Hy 338 9763 -2 974.2
1CH LN, | 34165-19-0 2,3,5-Trimethylimidazo(1.2-a)-pyridine 973.7 1005.6 2
STEAL 755003 (CHy)WN 350 918.1 554 973.7
kU T440-01-1 1 073.2 995.2 35
TTARM/HOD reaction onset 995.2
|CeH N 78733-72-9 (CH;),NC(CH;)=CHCH, 9729 1005.4 0
STELL/DEX H10-18-9: (CH,),NCH,CH,CH NH,; 971-975
109-55-7 (CH,),NCH,CH,N(CH;),
[CoN] 60598-49-4 (CH,),N-CH=N-(2-propenyl) 972.3 1004.8 0
9IRAC/MAR 74119-36-1 (CH,),N-CH=N-C,H, 338 9763 =29 9733
92RAC/MAR 32150-27-9 CHLCIN(CH )= NNICH.,), 3R 963 4 79 971.3
[HLIO| 1310-66-3 LiOH 972.1 1000.1 149
TODZI/KEB See Refs 1000.1 149
[CoH N, | 1122-58-3 N,N-Dimethyl-4-pyridinamine 971.1 997.6 20
9TAUL/WER {10-86-1 pyridine 300 898.1 74.7 972.8
8TTAF 75 50-3 (CH; N 350 9181 51.3 968.7
SOTAF/GAL T60-1-41-7 Nit, 350 819 151.7 969.3
SITAR2 7664-41-7 NH, 350 819 152.4 970.1
TTARN/CHA [10-18-9 (CH:).N(CH-),N(CH ) 298 970.6 1.3 971.9
TOAUL/WER2 75-50-3 (CH::N 298 918.1 55.6 973.8
[Lu] 7439-94-3 Lu 970.6 992 37
SOLELK/SUN See Refys 992x15
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Fasl e 20 Swmmary of proton transfer thermochemical data for cach base M, sorted by gas basicity of M—Continued

| Formula| Reg No( M) Base(M) GB(M) PA(M) AS, (M)
YiSquh Reg NofR) Biseik) 1K) GBIK)  AUBUVLR.7) GBIV PA(R) APA(M.R) PA(M) ASHR) AASIMRY AS (M)
[N, 110-18-9 (CHL),N(CH,) N(CH), 970.6 1012.8 -33
NTTAL 73503 (CHON 350 918.1 49.9 969.9

TOAUE/BOW 75 30.3 (CH 3N 208 918.1 522 970.4

TRTAL Too1 A1 7 N, 3800 K19 151.0 971.3

[CHEN, | 1609-01-4 (CHy)N-CH=N-CH; 970.0 1002.5 0
GIDECIGAL 12829 n-CH,0N 338 967.6 21 969.9

GIDEC/GAL 1122.58-3 N.N-Dimethyl-4-pyridinamine 338 9711 -33 968.5

DIDECIGAL 102-52-9 (n-C,H,N 338 967.0 2.1 969.9

GIDEC/GAL 109-55-7 (CHLOLNICTL)NH, 338 9753 -13 9718

[CHHENO| 3357-16-2 3-Pyrrolidino-5,5-dimethyleyctohex-2-enone 968.7 1001.2 0
STTAE 75-50-3 (CHLN 350 9181 50.3 968.7

[CHLNO] 65115-73-3 3-(N,N-Diethylamina)-5,5-dimethylclyclohex 968.7 1001.2 0

2-enone

NTTAL 75.50-3 (CHy N 350 9181 50.3 968.7

[CH NS 3268-01-9 2,7-Dimcethylimidazo(1,2-a)pyridine 968.6 1000.5 2
NTTAE 75-50-3 (CH N 350 9181 50.3 968.6

[ € NO| 13358-76-4 3-Piperidino-5,5-dimethylcyclohex-2-enone 968.3 1000.7 0
STTAL 75-50-3 (CH)N 350 918.1 499 968.3

PO N, | 1606-49-1 1,4,5,6-tetrahydropyrimdine 967.8 1002.0 -5.8
YIDEC/GALL 102-82-9 (n-C Hy LN 338 967.6 =02 967.8

1O 102-82-9 (0-U Hy)3N 967.6 998.5 5.6
RTTAF 75-50-3 (CH. N 350 918.1 49.0 967.1

R3BOLHOU 102-82-9 (n-C HyLN 323 967.6 0 967.6

TOAUEBOW 74-89-5 CH;NH, 298 8645 104.0 968.5

{CoH N, | 875-80-9 2,3-Dimethylimidazo(1.2-a)pyridine 966.4 998.2 2
STTAL 75-50-3 (CH N 350 918.1 48.1 966.4

[CH 5N 6006-15-1 (i-C\H,)N(C,Hy),y 965.6 996.4 56
TTARN/CHA 1122-58-3 N.N-Dimethyl-4-pyridinamine 298 9711 -5.4 965.6

1CoH,N;0P] 2327-88-0 OP(CHN(CH),); 965.2 997.7 0
85DOLMOU 102-60-2 (n-C3l19:N 223 960.1 42 964.4

83BOL/TIOU 102-82-9 (n-C,Hy)N 323 967.6 -L7 966.0

[CoH yNs 6188-30-3 2,5-Dimethylimidazo(1,2-a)pyridine 964.5 996.4 2
STTAF 75-50-3 {CH; N 350 9181 46.2 964.5

99¢%
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Taptr 2. Summary of profon transfer thermochemical data for cach base M. sorted by gas basicity of M-—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS, (M)
YiSquib Reg NofRY Base(R) T(K) GB(R) AGB(MR.7) GB(M) PA(R) APA(M.R) PA(M) ASR) AAS(MR) AS (M)
[CLLN] TORT-68-5 G-C 1O HN 963.5 9943 5.6
STTALF 75-50-3 (CHLN 350 918.1 44.8 963.0
BATAL2 7664 417 NH, 350 819 145.5 963.9
1CN 32150-79-9 CHLCN(CHL)) =NN(CHY), 963.4 995.8 0
O2RAC/MAR 102 69 2 (n-CH,) N 338 960.1 2.5 962.8
DIRAC/MAR 121-44-8 (CoHLN 338 951 12.6 963.8
DIRAC/NAR 102-82-9 (n-C Hg )N 338 967.6 -4.2 963.0
¢, N 3717-40-6 N.N-Dimethyladamantylamine 963.0 993.9 5.6
STIAE 75-50-3 (CHLN 350 918.1 44.8 963.0
[ € NSOy ] 961-07-9 Deoxyguanosine 962.9 995.4 0
QOGRE/IG Kinetic method 995.4
1 CgHEN, | 874-39-5 7-Methylimidazo(1,2-a)pyridine 962.7 994.6 2
STTAE 75-50-3 (CH):N 350 9181 444 962.7
1C1:HNO, ) 10183-34-3 penta-l.-alanine 962 NE NE
DIWU/FEN Kinetic method 962
[ €N | 51-45-6 Histamine 961.9 999.8 -18
YIDEC/GAL 102-82-9 (n-CyHyh N 338 967.6 -6.5 961.9
[ ClN, | 123624-78-7 lJ.S-muthcno-(mll,7ll-hisachinp[ 1,2a:2',1'- 961.8 994.3 ]
d][1,5]diazecine.8,9,10,11-tetrahydro

SOHOU/FEN 102-82-9 (n-C Hy) N 313 967.6 1.3 968.9
SOHOU/EEN 102-64-2 (n-CH;)N 313 960.1 1.7 961.8
SOHOUV/EFEN 4458 318 (C3Hs)(n-C HIN 313 9479 2.1 950.0
[CoHsN] 78733-73-0 (CH),NC(C,Hg =CHCH, 961 991.8 5.6
STELL/DIX 12144 8 (C,HL) N(CH ) NCHLCHON(CH, ) 951.971

110-18-9
[ €3N0, ] 118-00-3 guanosine 960.9 993.4 0
O4LIG/INADP Kinetic method 993.4
[CebhaN | 121508-72-3 CH;3),N-CH=N-(2-propynyl} y6U./ 993.1 0
92RACMAR 102-82-9 {n-CyH LN 338 967.6 =15 960.2
OIRAC/MAR 1609-01-4 {CH-N-CH=N-CH;, 338 970.0 -79 962.1
92RAC/MAR 32150 279 CHLCIN(CH,)) -NN(CH ), 338 9634 -33 960.0
1CyHyN| 102-69-2 {n-C3H;);N 960.1 991.0 5.6
GIMAU/SMI 102-82-9 (n-C Hg) N 300 967.6 -9.6 957.9 998.5 —12.1 986.4
8TTAE 75-530-3 (CHN 350 9181 42.6 960.7
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Tanre 200 Summary of proton transfer thermochemical data for each base M, sorted by gas hasicity of M—Continued

|Formula| Reg No(M) Base(M) GB(M) PA(M) AS, (M)
Yisquib Reg NotR) Base(R) T(Ky GBR) AGB(M.R. T GB(M) PA(M) ASLR) AASUMR) AS (M)
EAVVIN 7004117 N 50 819 143.3 901.7
SATAL 87 854 (CH, Oy 350 836.0 124.0 961.1
TUAUEBOW 74 8Y-5 CH NI, 298 80-4.5 97.1 961.6
TSTAL 7004417 NH, 350 819 140.0 958.4
JSARN 7664 41-7 NH, 350 819 128.0 946.4
TAAUEWER 74-89-5 CHINH, 298 8645 1001 964.6
| €3N 66922-18-7 2-6-Di-t-butylpiperidine 960.1 992.5 0
R7TAI 75 30-3 (CHO4N 500 9181 41.6 960.1
SYTAL §7-85-4 (CHC, 350 836.0 121.3 958.6
| MeO] 1309-48-4 MgO 959.4 988 13
NENMUR See Refs, 98K
[ €N, | 958-09-8 Deoxyadenosine 959.1 991.5 0
QOGREA G Kinotic method 001.5
| CxlIgN, | 034-37-2 2-Methylimidazo(1,2-a)pyridine 959.0 990.9 2
RTTAL 75503 (CHLLN 350 918.1 40.7 959.0
[C I N, 04 10236-53-0 gly-gly-lys 958.6 NE NE
OOCARICAS 920-03-6: (CHOn-CLH NG 932-985
110-95-2 (CHONICH)NCH ),
1C b N,0;] S5488-08-9 lys-gly-gly 958.6 NE NE
OHCARICAS 926-03-6; (CH L -CHyING 932-985
110-95-2 (CHLNICH ) NICH ),

[Cally,N] S8471-09-3 (1-C5H ) (t-CHNH 958.2 991.4 -
TOAULEBOW 75-50-3 {CHL )N 298 918.1 40.0 958.2
1O N5 Oy ] 58-61-7 adenosine 956.8 989.3 0
OALIGINAP kinetic method 989.3
| CroH 14N ] 56638-68-7 (CH,);N-CH=N-(4-methylphenyl) 956.1 988.6 0
QOBOR/HOU 102-69-2 (n-C;H, 1N 313 960.1 1.3 961.4
YOBOR/HOU 445%-31-5 {CHh(n-CHyIN 313 9479 29 950.9
[CxH N 5261-65-4 1-azahicyclo[ 2.2.2]-octane,2-methyl 956.1 986.9 5.6

HON 4458-31-5 {CyHs)a(n-C H N 313 9479 38 951.7
ROIEVHON 102-69-2 {n-C;H;0N 313 960.1 ~0.4 959.7
{CoH3N;04] 951-77-9 Deoxycytidine 956.0 988.4 0
YOGRE/LIG kinetic method 088.4
[CsHEpN,] 2305-59-1 4,4-dimethyl-2-imidazoline 955.7 988.1 0

89t
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Tagik 2. Summary of proton transter thermochemical data for each base M, sorted by gas basicity of M--Contmued

[Formulal Reg No(M) Base(M) GB(M) PA(M) AS (M)
YiSquib Reg No(R) Base(R) T(K) GB(R) AGB(MIR.T)  GB(M)  PAR) APA(MR)  PAM)  ASR) AAS,(MR) ASM)
YADEC/GAL 102-82.9 (n-C,H,) N 338 967.6 —12.1 955.7
[CLH N 2489-13-6 aly-his 955.5 NE NE
GOCARICAS [E{ERES (CH N [0-C N 951-960

102.69-2
[ Gl N,0,4 2578-58-7 his-gly 955.6 NE NE
96CARICAS 121-44 8 (C 1N (n-CH) N 951-960

102-69-2
1€l NsOy) 7758-33-0 y 955.5 NE NE
SHCAR/CAS 121-44-8: ©n-CHyhN 951-960

102-69-2
| CrallgNOy ] 45214-22-0 ly-lys-gly 955.5 NE NE
BOCARICAS 121-44-8: (CalG NS (0 CHG)N 951-960

102.69-2
TORHN, | 933-69-7 5-Methylimidazo(1,2-a)pyridine 9554 987.4 2
NTTAL 75-50-3 (CHON 350 918.1 37.1 955.4
[CSHNS | 45676-04-8 1-t-Butylimidazole 954.9 987.0 2
STTAl 75-50-3 (CHLN 350 918.1 36.6 954.9
[ CoH Na, | 6238-14-8 3-Amino-1-azabicyclo[ 2.2.2 Joctane 954.7 985.7 5.6
TOAUE/BOW 75-50-1 (CH3)N 298 918.1 36.6 954.7
[ CyHNO, | #231 3,3-Dimethoxy-1-azabicyclo[ 2.2.2 Joctane 954.7 985.7 5.6
TOAUE/BOW 75-50-3 (CHL)LN 298 918.4 36.6 954.7
| CyH N 21981-37-3 (t-C Hy),NH 954.7 987.9 —-1.9
STUAE 75.50-3 (CHy)WN 350 918.1 357 954.2
RATAE2 To64-41-7 NH; 350 819 136.4 955.2
[ C4HENG 110-60-1 1 4-butanediamine 954.3 1005.6 —63
QICHE/WU Kinetic method 1004.5 65
SOMAU/HAM 142-84-7 (n-CH;),NH 330 9293 22.6 953.7 962.3 423 1004.5 -19 —59.8 —61.7
TOAUE/BOW 75-50-3 (CHy)N 298 918.1 36.1 954.3
T3IAULE/WEB 107-10-8 n-C;H;NH, 298 883.9 713 955.1
[ CyH N 768-66-1 2,2,6,6-Tetramethyl-piperidine 953.9 987.0 —~1.9
SHIOPIAN 29939-31-9 2.4-4-CHg)-pyridine 298 9520 17 953.6
TIAUL/DOW 75-50-3 (ClEN 08 918.1 36.1 954.3
{C3H,NO| 1184-787 (CH);NO 953.5 983.2 9.1
SOKOP/COM See Rels, 9832

S3INOITOW 40 SILLINIA4Y NOLOHd ANV S3ILIOISVE ISYHd SYO

69y



IR

8661 € ON LT 'IOA eieQ oy 'way

FaBLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas busicity of M—Continued

| Formula) Reg No(M) Base(M) GB(M) PA(M) AS,(M)

Yisaqmb Rep NofR) Rasel(R) T(K) GR(R) AGB(MR.T) GB(M) PA(R) APA(M.R) PAM) ASR) AASMR) AS (M)

[Coll N, | 22766-69-4 1-Azabicyclo[ 2.2.2]octane 4-N,N- 952.9 983.9 5.6
dimethylamino- )

STTAE 75-50.3 (CH)\N 350 918.1 348 952.9

[CHNO| 31039-88-( 3-(N,N-Dimethylamino)-5,5-dimethyl- 952.9 983.8 5.6
cyclohex-2-en-1-one

87TAl 75-50-3 (CH )N 350 9181 339 952.0

SOTAF/GAL T663-41-7 N, 350 819 134.9 953.3

[C N 98-94-2 ¢-CoHy N(CHy), 952.6 983.6 5.6

SOTALF/GAL T604-41-7 NH, 350 819 134.2 952.6

[CHN, | 1739-84-0 £2-Dimethylimidazole 952.6 984.7 2

NTEAL 75-50-3 (CH N 350 918.1 343 952.6

[ €1 N 100-75-5 I-azabicyclo] 2.2.2]-octane 952.5 983.3 5.6

STEAE 75-30-3 (CHL)N 350 918.1 357 953.8

SOTATIGAL To04-41-7 NH, 350 819 136.1 954.5

SOHEVITON 121448 (CyHs) N 313 951 1.3 952.3

BSLAL N 7-¥5-4 (UH -0 350 8360 116.7 953.7

SOHOU/VOG See Rels. 971.1

TOAUEMBOW 74-89-5 CHNH, 298 8645 87.4 951.9

TISTAIFAA 7604-41-7 NH, 320 819 120.9 939.7

TSTAI T604-41-7 NH, 350 819 132.3 950.7

TASTA/BEA2 75-50-3 (CH: )N 320 9181 322 950.3

[CsP] (CyHg) P 952.0 984.5 0

STTAF {CH)N 350 9181 311 949.5

TOAULBOW (CH N 298 9I18.1 30.1 Y543

[CHN] 29939-31-9 2,4-(1-C,Hy),-pyridine 952.0 983.8 2

SHHOPIAH 026-23-2 (sec-CyHo),NH 298 9475 33 950.8

RHIOPIAN 121-44-8 (C,HN 298 951 1.7 952.7

TOAUE/WERB2 75-50-2 (CH;i:N 298 918.1 347 952.8

[CHeNs | 95864-13-4 15,16-diazatricyclo[8.4.1.1* Thexadeca- 951.9 984.4 0
1,3,5,7,9,11,13-heptacne,15,16-dimethyl

SOHOU/EFEN 121-34-8 (C,Hsh:N 313 951 0.8 951.9

[(SRT N 20734-57-0 N,N.N'-Trimethyi-1,8-naphthalenediamine 951.8 984.3 0

TRLAU/SAL T664-41-7 NH; 600 819 134.7 951.8

| C4H sN] 695-88-6 1-azabicyclo| 2.2.2]-octane, 3-methyl 951.7 982.5 5.6

KOHEI/HON 102-69-2 (n-C3H. )N 33 960.1 =59 954.2

SOHEIHON 4458-31-5 (C3Hg)(n-C3HIN 313 9479 -1.3 946.6

(174 4
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Tantr Y Snmmary of proton teinsfer thermochemical data for cach base M, sorted by gas

city of M Contnued

| Formula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSauth Rey No(R) Base(R) T(Ky GB(R) AGB(MR.T) GB(M) PA(R} APA(MR) PA(M) ASJMRY AAS (MR) AS(M)
TUAUT/BOW 75-50-3 {CH LN 298 918.1 36.1 954.3
| CoHE N 57767-60-5 (t-Csky)(CH,),N 951.5 982.5 5.6
STTAE 75-50-3 (CH)N 350 918.1 334 951.5
1CH, N 3733-36-6 (t-CHy)C(CH,),N(CHy), 951.4 982.4 5.6
TSSHE/GOB Too4-41-7 NI, 320 819 132.6 951.4
[N, | 7S8O3-17-1 15,10-Quazatricyclo{3.4.1.1™] a- 951.4 9838 v
1,3,5,7,9,11,13-heptaene
ROHOU/FEN 6RI2-21-Y 2.6-(-C.H,),-pyridine 3(3 9472 4.2 951.4
[CH NS 56687-95.7 (CH,),N-CH=N-phenyl 951.3 9838 0
QOBOR/HOU 102-09-2 (n-C;H;):N 313 960.1 -54 954.7
SOBOR/MOU H458-31-5 {C1Hs)s(n-CH)N 313 947.9 0 947.9
[CH N0, 56-87-1 L-lysine 951.0 996 —42
YOCARICAS 142-87-7; (n-CyH;)oNH; (CoHshN 929-951
121-44-8
QIWIL/FEN kinetic method 996 —42
93LI/HAR kinetic method 942
P2GOR/SPE 109-89-7; (C;H4),NH; (n-C3H,3:NH 350 919-929
142-84.7
QOISA/OMO kFinetic method-ralative order
8TTAE 75-50-3 (CH3):N 350  918.1 215 942.0
8710 kinetic method-relative order
86BO) kinetic method-relative order
SILOC/MCI 7664-41-7 NH; 350 819 123.1 943.9
[CHsN] 121-44-8 (C,Hg);N 951 981.8 5.6
9IMAL/SMI 102-82-9 (n-C,Hy):N 602 967.6 -17.6 950.0 998.5 -22.6 975.9
9IMALU/SMI 102-69-2 (n-C3H;);N 300 - 960.1 —12.1 948.0 991.0 -12.6 978.5
8TTAF 75-50-3 {CH,):N 350 918.1 334 951.5
S6MAU/LIE 110-86-1 pyridine 600  898.1 60.3 957.4
8ITAE T664-41-7 NH, 350 819 134.1 952.5
83ILOC/MCT 7664-41-7 NH; 350 819 131.8 950.2
TOMAU 107-10-8 n-CH,;NH; 550 8839 61.5 942.7
TOAUE/BOW 75-50-3 (CH; 1N 298 918.1 33.7 951.8
TISTAITAA 7664-41-7 NH; 320 819 119.2 938.0
ISTAE 7664-41-7 NH; 350 819 130.4 948.8
74STA/BEA2 75-50-3 (CH;):N 320 918.1 30.5 948.7
T2AUE/WEB 74-89-5 CH.NH, 298 8645 88.8 9533
T2ARN/JION 7664-41-7 NH; 350 819 1323 950.7
[C:Hyy N} 585-48-8 2,6-(t-C4Hy),-pyridine 951 982.9 2
87TAF 75-50-3 (CH,):N 350 918.1 29.7 948.1

S3T1NJATON 40 S3ILINIAAV NOLOHd ANV S3ILIDISYE 3SVHd SVO
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Tasir 2. Summary of proton transfer thermachemical data for each base M. sorted by gas basicity of M—Continued

[ Formuta) Reg No(dD) Base(M) GB(M) PA(M) AS, (M)
YiSquib Reg NotR) Base(R) T(Ky GB{R) AGB(MR.T) GB(M) " PA(R) APA(MR) PA(M) AS(R) AAS(MR) AS (M)
SVTAL2 004417 NH. 350 819 131.8 950.4
RATAL VAR RER! (CH O, 350 836.0 111.7 9489
NANALYSIE 110-86-1 pyridine 425 8981 56.9 955.0
TOAUL/WER2 75-50-1 (CHL)N 208 9181 3.7 949.9
TIWOL/TAR Toodb-41-7 NH; 350 819 129.1 947.6
TSTAY T60441-7 NH, 350 819 136.4 955.0
TSARN T604-41-7 NH, 350 819 124.7 943.3
[ CoH P M05-42-3 (1-C3H)y(CH)P 950.9 983.5 0
RTTAE 75-50-2 (CHON 350 9181 325 950.9
[CuHN #249 1-Azabicycln]2.2.2 Joct-2-ene, 3-methyt 950.8 981.6 5.6
TOAUL/BOW 75-50-3 (CH N 298 9181 327 950.8
{C syl 489-84-9 1.4-Dimethyl-7-isopropylazulene 950.6 983.1 0
STUAL 75-50-3 (CHyN 350 9I8. RIN| 949.5
TTWOL/ABE 87-85-4 (CH,-Cy 350 836.0 114.4 951.7
[CpdlagNa | HLI-94-5 1,1 -bipiperidine 950.4 981.2 3.5
SSNEL/RUM 121-44-8 (C,H N 550 951 1.3 952.2
SSNEL/RUM 935-28-4 2.6-(C,Hq) -pyridine 550 9404 9.2 948.7
[ CHNLO, | 71-00-1 L-histidine 950.2 988 —18
OOCARICAS 142-84-70121- (n-CyHo)NH; (CHN 929-951
AW LUIETN kinctic method 988 =18
O2GOR/SPE 110-86-1:75- pyridine: (t-C HyINH, 350 898-900
YOISA/OMO kinetic method-relative order
STEAL 75-50-3 (CHL N 350 9181 29.7 949.1
87RO kinetic method-relative order
SO6BOYS kinetic method-rejative order
HALOC/MCOL F661 117 NH, 350 I 130.4 950.0
{CH N 704-01-8 1,2-(N(CH3),),CsHy 950.2 982.6 0
TELAUSAL Tood-41-7 NH,; 600 819 133.1 950.1
[CyHNLO5] 65-46-3 cytidine 950.0 982.6 0
O1LIG/NADP kinetic method 9RY &
[CaHyNgO, | 3887-13-6 hexaglycine 950 NE NE
YIZHA/ZIM 142-84-70 111 (n-CH;),NH: (n-C,H,),NH 300 929-935

922
OIWUI/FEN2 kinetic method 966.6
[CllNs] 14287-92-4 2,3-diazabicyclo[2.2.2]octane,2,3-dimethyl 950.0 980.7 5.8
BINLEL/RUM 108-48-5 2-6-(CHj)s-pyridine 550 9311 18.8 949.0
SYNEL/RUNM 121-44-8 {C3H<):N 550 951 0 951.0
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|Formula| Reg No(M) Base(M) GRB(M) PA(M) AS (M)
YiSquib Reg NotR) Base(R) T(K) GB(R) AGB(M.R.T) GB(M) PA(R) APA(M.R) PA(M) AS(RY AASUMR) AS M)
JCHNG) 113-00-8 (NIE,),C=NH 9494 986.3 —14.9
90ANI/TOR 95842 ¢ ClH(CHL), 338 Y526 -3.0 950.4
QOANMETOR 100.70-5 Vavzabicyelo 2.2 2 foctane 3R ys2s 49 948 4
JCoN NS 23138-94-5 (CHL)SICH,)N(CHY), 949.4 980.4 5.6
TRSHE/GOB To64-41.7 NH. 350 819 131.0 949.4
| Cylla NS | 28247-29-2 (CH)ySH{CHN(CH,), 949.4 980.4 5.6
TRSHI/GOB TOO4-41-7 NI, 350 819 131.0 949.4
[ CoHyN] 673-33-6 ¢-CgH g NCH=C(CH,), 949.4 978.2 12
TOAVE/BOW 75-30-3 {CHON 298 918.1 32 949.4
[C b NY 0321-40-0 TUHL=C U H)UH N 949.4 9802 5.6
TOAUE/BOW 75-50-3 (CH.N 2098 9181 32 949.4
| Cal Fe,0, 76722-37-7 HCHNCOIFe ]y (p-CON p-C=Cy) 949.4 981.8 0
ROIAC 108-18-9: (-CHy LN (n-Cot N 939-960)

102 69-2
[ CllgNG| 68Y7-05-8 Hydrazine, 1,2-dimethyl-1,2-bis(2- 949.0 979.7 58

methylpropyl)

NSNEL/RUMN 935 284 2-0-(C,HS)-pyridine 550 9404 8.4 947.9
SINEL/RUN 120-14% (CoH)N 550 951 —=0.8 950.1
FCMNG) 18380.05.2 1t -bipyrrolidine 949.0 079.7 5.8
NENEL/RLUIN 935-28-4 2.6-(CHy)-pyridine S50 9404 75 947.0
RINEL/RUN 121448 {CHN 550 951 [} 951.0
[ Colly BrN, | 119044-60-9 (CH,),N-CH=N-(4-bromophenyl) 948.9 981.3 0
QOBORAIOU J458-31-5 (CaH ) (0-C HN 313 947.9 1.7 946.3
QOBOR/MOU 121-44-8 (CaH<LN 312 951 0.4 951.5
FCLH NG 4363-25-1 Benzoguinuclidine 948.8 9798 5.6
NTTAE 75-50-3 (CH LN 350 9181 30.2 948.3
RITAL2 To0d--4-7 NH; 350 819 130.9 949.3
[ CgHaN 45651-41-0 L-azabicyclo] 2,2.2 }-octane d-methyl 948.6 979.4 5.6
SOHEHON 4458-31-5 (CaH )L CHGIN 313 947.9 - 16 946.3
SOHEVHON 121448 (C.H LN 313 951 0 951t
€N 918-02-5 (CH(t-CyH,)N 948.6 979.6 5.6
87TAEF 73-50-3 (CH LN 350 918.1 29.7 9479
S3TAL2 T004-41-7 NH, 350 81y 130.9 9493

SITNOTTIOW 40 SIILINI44Y NOLOHd ANV S3ILDISYE 3SVHd SYD
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Tasie 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

|Formula| Reg No(M) Base(M) GB(M) PA(M) AS,(M)
Yrsquity Reg Mol Buse(R) 7K GB(R) AGB(MR.T) GB(M) PA(R)  APA(M,R) PA(M) AS,R) AAS(MR) AS,(M)
{CH NS 134166-60-2 (CH3),N-CH=N-CH,CH,CN 948.3 980.8 0
OIRAC/MAR 127-44-8 (CHWN 338 951 =25 948.7

D2RAC/MAR 98-94-2 -Col) NICH ), 338 952.6 =25 950.3

DIRAC/MAR 134166-59-9 (CH-CH=N-CHLCE, 338 933.8 12.1 945.9

| Cyll N, | 3661-15-2 Pyridazino| 1,2-a[pyridazine,octahydro- 947.9 978.7 58
RENEL/RUM 935-28-4 2.6-(C,Hsh-pyridine 550 940.4 7.1 946.6

SYNEL/RUM 121-44-8 (C,HO\N 550 9st =17 949.3

[CHEN] 4458-31-5 (C,Hs)2(n-C3H,N 947.9 978.8 5.6
87TAK 75-50-3 (CH)N 350 9181 297 947.9

TOAUE/BOW 74-89-5 CH,NH, 298 8645 90.3 954.8

{CHN, | 504-24-5 4-Pyridinamine 947.8 979.7 2
QIAUTYWER 110 86 1 pyridine 300 898.1 51.7 949.9

8TTAE 75-50-3 (CH LN 350 918.1 32.0 950.3

SICATIPAZ 110-86 1 pyridine 320 898.1 417 945.8

TOAUL/WER2 7530 % (CH LN 298 918.1 20.8 943.0

| € 3HyNs | 141665-20-5 1,4-dimethyl-3,5-di-t-butylpyrazole 947.8 979.6 2
O2ABB/CAB TOR-18-9 (i-C3H7)LNH 333 938.6 947.7

O2ABBICAR 121-44-8 (C,HON 333 954 - 947.9

[C 1t 1-Azabicycto] 3,3,3 Jundecans(Man 947.7 978.7 5.0
TOAUE/BOW (CH )N 298 918.1 317 949.9

TSAU/WER CH;NH, 298 864.5 81.0 945.5

[ CytlN] 626-23-3 (sec-C,Hy),NH 947.5 980.7 -19
12AUL/WERB 74-89-5 CH;NH, 298 864.5 83.0 947.5

[C LN #177 Adamanty}-CH,N(CH;), 947.4 978.4 5.6
R7TAE 75-50-3 {CH:LN 350 918.1 29.3 947.4 .

1CHHEN 0] 119044-59-6 (CH;),N-CH=N-(4-acetylphenyl) 947.3 979.8 0
YOBOR/HOU 121-44-8 (C;Hs),N 313 951 -38 947.3

| CH N, 5397-67-1 1H,5H-pyrazolol[ 1,20-a Jpyrazole tetrahydro 947.3 978.0 58
BENEL/RUM 108-48-5 2,6-(CH;)»-pyridine 550 9311 16.3 946.5

SENEL/RUM 121-44-8 (C,H)3N 550 951 -29 948.0

[CxH N 35079-50-6 1-4-4-(CH;);-1,2,3 4-tetrahydropyridine 947.3 979.9 0
SOHOUNOG See Refs. 979.9

[C4H,,P] #181 (CH,),PCH, 947.2 979.7 0
87TAF 75-50-3 (CH, ;N 350 918.1 28.8 947.2
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Fasie 200 Suminary of progae uass{vr thenmochemnical data for cach base M,

Soned by gas basicity of M Conunued

| Formula| Reg No(M) Base(M) GB(M) PA(M) AS (M)
VrSquib Reg No(R) Base(R) T(K) GB(R) AGB(M.R.7) GB(M} PA(R) APA(MR) PA(M) AS(R) AAS(MR) AS (M)
1€ HN) 6%32-21.9 2-6-(i-C,1,),-pyridine 947.2 979.0 2
GINATI/SMI SR5-48-8 2-6-01-C Hy),-pyridine 357 951 =50 946.0
SIMAYSIE 110-86-1 pyridine 425 8981 502 9484
fOxH N 27644-32-2 N,3,5-Trimethylpiperidine 947.2 978.1 5.6
S4HOP/IIAN O832-21-9 2.6-(i-CH,)»-pyridine 298 947.2 4] 947.2
| CyatN; | 068970-09-2 Hydrazine, 1.2-bis(2,2-dimethylpropyl)-1,2- 947.1 977.8 58

dimethyl
SSNIE/RUN 121448 (C,Hs1:N 550 951 2.1 948.9
KENEL/RUIN G35-28-4 2.6-(CHg)-pyridine 5500 9404 59 945.3
[ CyHN, | 110-70-3 CHNHCH,-CH,NHCH, 946.9 989.2 -33
QHBOR/HOL H19044-539-0 (CHON-CH N-td-acetylphenyl) 313 9473 0.8 946.9
[CIGN| 22207-84-7 1-Azabicyclo] 2.2.2Joctane, 3-methylene 946.4 977.2 5.6
TOAUE/BOW 750-50-3 (CH N 298 918.1 283 946.4
[CLELN, | 106376-59-4 Hydrazine, 1,2-dimethyl-1,2-dipentyl 946.4 977.2 58
ISNEL/RUN 108-48-5 2,6-(CH ) y-pyridine 550 9314 15.5 945.7

L/RUIN 121-44-58 (Ot N 5350 951 3.8 947.2

[CH N, | 462-94-2 L5-Diaminopentane 946.2 999.6 =70
TOAULE/BOW 75-50 3 (CH )N 298 918.1 26.2 944.4
TELAU/SAL T00:4-41-7 NH, 600 819 109.6 947.7
TIYAM/KER 75-50-3 (CH N 600 918.1 4.2 945.0
TAANULWIED 107-10-8 n-CTNIT 298 883.9 041 947.9
[CH NS 124-09-4 1,6-Diaminohexane 946.2 999.5 =70
TOALIE/BOW 75-50-3 (CHL),N 208 918.1 26.4 944.5
TIAUE/WEB 107-10-8 n-C;H,NH, 298 8839 641 947.9
[ CalaaNs | 123524-79-8 14,5-metheno-5H-bisazepinolf1,2-a:2',1'- 946 978.5 0

d]{ 1.5]diazacycloundccine,7,8,9,10,11,12-

hexahydro
BOHOU/FEN See Refs 313 946+7
[ Cytl N0 ] 7563-03-3 lys-gly 946.0 NE NE
YOCAR/CAS 926-63-6: (CH ) (n-CHyN (n-CyHy )N 932-960

102-69-2
[ CroHiNO,] 32999-80-7 his-gly-gly 946.0 NE NE
96CAR/CAS 920-63-01 (CH:)H(n-CHIND (0-CiH; 13N 932-960)
102-69-2

[Y] 7440-65-6 Y 945.9 967 38

SITNO3TOW 40 SIALLINISHAY NOLOYd ANV S3AILIOISYE ISVHd SYD
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Tasit 2. Summary of proton transter thermochemical data for cach base M, sorted by gas basicity of M—Continued

| Formala | Reg No(M) Base(M) GB(M) PA(M) AS,(M)
wisquil Reg NotR) Basc(R) 7(K) GB(R) AGB(M,R,T) GB(M) PA(R) APA(M,R) PA(M) ASR) AASMR) ASM)
KOELK/SUN Sce Refs 967+6
| C<HN, | 10447-93-6 1-5-Dimethylimidazole 945.8 977.6 2
RTTAF 75-50.3 (CH N 350 918.1 275 945.8
JO5HL NS | 14287-89-9 23-diazabicyclo| 2.2.1 fheptane.2,3-dimethyl 945.6 978.0 0
SRNEL/RUIM (21448 (CiHg)N 550 951 -54 947.0
NSENEL/RUN 1O8-48-5 2.6-tCH ) -pyridine 550 9311 12,6 944.2
1 CHEN;O, 997-62-6 aly-lys 945.6 NE NE
QOCAR/CAS 026-07-5; 1-Methylpiperidine: (C,Hg)N 940-951

121448
[CwH LN, 116149-14-5 Hydrazine, 1,2-dibutyl-1,2-dimethyl 945.2 976.9 58
NENEL/RUIN 108-48-5 2.6-tCH;)5-pyridine 550 9311 13.8 944.0
SSNEL/RUM 121-44-8 (C.H¢):N 550 951 —4.6 946.3
1C,eN] 921.04-0 (sec-C4Hy) (CH),N 945.1 975.9 5.6
STTAE 75-50-3 (CH; LN 350 918.1 27.0 945.1
[ CNN, | 046-19-5 1,7-Diaminochptane 944.9 998.6 —71
TIYAM/KEB 75-50-3 {CH3)N 600 918.1 38 944.9
CsHN, | 6338-45-0 1.4-Dimethylimidazole 944.9 976.7 2
STTALF 75-50-3 (CH: LN 350 918.1 265 944.9
[C 1l N2OL ) 20488-28-2 pro-pro 944.8 NE NE
YOLEWIZHA 108- 18-9: (i-CoH,),NH; (CaH5) N 939951

121-44-8
[CHNT 16607-80-0 ¢-CoHy CHN(CHL), 944.7 975.6 5.6
STTAE 75-50-3 (CH;):N 350 918.1 26.5 944.7
[CaH2N,05] 926-79-4 tetra-l.-alanine 944.6 NE NE
VIWL/FEN kinetic method 944.6
[CH,5NSi| 18182-40-6 (CH,):SICH,;N(CHy); 943.8 974.5 56
BTTAE 75-50-3 (CH;)N 350 918.1 25.6 943.8
SITAF2 766:4-41-7 NH; 350 819 128.1 946.5
T8SHE/GOB T604-41-7 NH; 320 819 116.7 935.5
[CsH N} 1743-55-1 (CH;),C=NC,H; 943.5 976.0 0
TIAUE/BOW 75-50-3 {CH;;;N 208 918.1 254 943.5
[CyliyN] 10315-89-6 N-Isobutylpiperidine 943.5 9745 5.6
SOHOUNOG See Refs. 974.5
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Tasie 20 Sunmnary Of proton sansfer ienmochemical data for cacl base M. sorted hy gis basiciy of M Contmued
| Formula| Reg No(M) Base(M) GR(M) PA(M) ASL(M)
N iSquil Reg NofR) Busc(R) T(K) GB(R) AGB(MR.7}  GB(M)  PA(R) APAMMR)  PAIM)  AS(R) AASIMR) A5,M)
[CH N, 18437-57-5 N,N-Dimethyl-3-pyridinamine 943.1 969.6 20
NAUEAVER 1 10-86-1 pyridine 300 898.1 46.4 944.5
STEAL 75.50.3 (CHON 350 9181 24.3 941.7
TOAUE/WERY 75-50-3 {CHy)N 208 9181 273 945.5
{CHLN] 2909-76-4 N.N-Dimethylhenzenamine,2,4-di-t-butyl 942.4 Y733 5.6
STTA 75-500-3 {CH N 350 918.1 243 942.4
| €N OP| 2622-07-3 OP(N(C 115, 9422 974.7 0
NIBOL/OU 142847 (n-C LN 3239293 9.6 938.8
R3BOLHOU (21-44-8 (CaHN 323 951 -38 947.4
SSBOL/HOU 016.39-7 (CHMUC H )N 323 940.0 04 940.5
[CH Ny 11,5-metheno-5H,7H-bisazepinof 1,2-a:2",1"- 942.0 974.5 0
d][1.5]diazocine,8,9-dihydro

SOHOUFEN 110-96 3 (i-Cy 1), NH A3 92501 0.8 925.9
SOHOU/EEN 026-07-5 I-Methylpiperidine 33 940.1 29 943.1
SUHOUFEN O35-28-4 2.6-(C,Hy)-pyridine 313 9404 0.4 940.9
(Ul 15073-04-8 (CHE)CIC U N )y 9420 973.0 5.6
IRSHE/GORB 7664-41-7 NH, 350 819 123.6 942.0
1O N, | 5683-33-0 N,N-Dimethyl-2-pyridinamine 941.6 968.2 20
DLAUE/WER 110-86- 1 pyridine 300 898.1 43.0 941.1
TOAUT/WER2 75-50-3 (CHN 298 918.1 239 942.0
[ Col o] 102-70-5 [CH,=CHCH, [N 941.3 972.3 5.6
STTAF 75-50-3 (CH,;)N 350 918.1 22.0 940.1

A2 7664-41-7 NH; 350 819 123.6 942.0
TOAULE/BOW 75-50-3 (CH 3N 298 918.1 244 942.5
TSTAF T604-41-7 NH; 350 819 120.8 939.2
7SARN 7604-41-7 NH, 350 819 110.5 928.9
[Cx N, 3337-88-4 Hydrazine, 1,2-dimethyl-1.2-dipropyl 941.2 971.9 58
SSNEL/RUM 138 -4 2.6-(CH;)y-pyridine 550 93t.] 10.9 941.1
SSNEL/RUM 121-44-8 (CaH N 550 951 —9.6 941.3
{C3HyN] 260-94-6 Acridine 940.7 972.6 2
TUMAL 107-10-8 n-CiH;NH, 550 8839 58.6 940.7
{C,HN] 935.2%-4 2-6-(CH ) -pyridine a40.4 9723 2
QIMAU/SMI 6832-21-9 2.6-(i-CHa)y-pyridine 525 9472 ~7.1 940.1
8IMAU/SIE T10-86-1 pyridine 425 898.1 427 940.8
[CyH,sP] 603-35-0 (CoHs), P 940.4 972.8 0

S3TNOITON 40 SILLINIAHAY NOLOYd ANV S3ILIDOISVE ASVH SV9
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Iasti 2. Summary of proton transfer thermochemical data for each base M. sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSouib Rey No(R) BaseiR) T(Ky GB(R) AGB(MR.T) GB(M) PA(R) APAIM.R) PA(M) ASR) AASIMR) AS,(M)
ROTRAMNMUN TOR-18-9; (i-C 2 LNH (O HON 939-951

127448
R2AK/KER SO4-00-2 (CHpP 320 926.3 13.4 939.7
[CaoHay Ok 1055-97-8 (CHL5(0C,11),011 940.3 1006.7 -39
QALIN/ROC {21-69-7 CHNCH Y 298 909.2 314 940.3 941.1 705 1012.6 2 ~—133.9 —1319
[ CoH N, 274-76-0 Imidazo(1,2-a)pyridine 940.3 972.1 2
R7TAE 75-50-2 (CH )N 350 9181 22.0 940.3
[C15HxN; ] 120789-29-9 12-5-metheno-SH-bisazepino[ 1,2-a:2',1'- 940.2 972.6 0

d]| 1,5]diazonine,7,8.9,10-tetrahydro

ROHOU/EFEN 110-96-3 (-C, 10NN 313 925 04 925.5
SOHOU/FEN 120-94-5 N-Mcthylpyrrolidine 213 9348 5.4 940.3
SOHOU/AEN 035284 2.60-4C,H) - pyridine 33 9404 —0.4 940.0
[CJH NS 283-58-9 1.5-Diazabicyctof3.3.3 jundecane 940.1 971.1 5.6
STALD/ARR To0-4-41-7 Ntk 320 819 1213 940.1
1CH N 626-67-5 1-Methylpiperidine 940.1 9711 5.6
NTTAL 75.50-3 (CHN 350 9181 21.1 939.2
NITAR? 7064-41-7 NH. 350 819 122.6 941.0
TOAUL/WER 755013 {CH LN 298  918.1 22.0 940.1
TSARN Ta04-41-7 N, 350 819 114.6 933.0
[C1N] 616-39-7 {CHMC,Hs5),N 940.0 971.0 5.6
R7TTAI 75-50-3 (CH N 350 9181 215 939.6
SATAR2 7604-41-7 NH, 350 819 123.] 941.5
TSTAL T664-41-7 NH; 50 819 1204 938.8
TSARN 7664-41-7 NH, 350 819 110.0 9284
[CsHNs ] 109-76-2 L3-Diaminopropane 940.0 987.0 —-49
SOMAUZHAM (n-C;HLNH 600 929.3 —28 940.6 962.3 243 986.5 -19 452 —47.1
SOMAU/MTAM (CH N 600 9181 4.2 938.7 948.9 377 986.6 5.6 —55.6 ~50
TOAUE/BOW (CHyN 298 Y.l PN v39.0
FRY AM/KER (CHN 600 918.1 42 938.7 9489 54.4 1003.3 5.6 -862  -806
TAAUE/WER 107-10-8 n-CyH,NH, 298 883.9 58.6 9424
1CaHLP) 1486-28-8 (CsH(CH P 939.7 972.1 0
S2IKU/KEB 594-09-2 (CH;)P 320 9263 13.4 939.7
[CsH 3N} 996-35-0 (CHy),(i-C3H, N 939.6 970.6 5.6
8TTAF 75-50-3 (CHO;N 350 918.1 21.5 939.6
83TAR2 T604-41-7 NH; 350 819 123.1 941.5
TOAUL/BOW T4-89-35 CH;NH, 298 864.5 754 939.6

8.y
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a2 Summary of proton tanster thermochenucal data for cach bise Mo sorted by gas basiaty of M

Continned

[Formula] Reg No(M) : GB(M) PA(M) AS, (M)
YrSquib Reg NofR) Base(R} T(K) GB(R) AGB(MR.T)  GBIM)  PA(R) APA(M.R) PA(M) AR AAS (MR AS (M)
10076-31-0 (CHR)a(neo-CsH )N 939.5 970.5 5.6
75.50-3 (CHN) 330 918.1 20.0 938.7

RVLALL ToO-+41-7 NI 350 819 1217 940.1
TRSHIGORB 7064117 NIl 350 819 121.3 939.7
[ClEy NS 66365-05-7 (CHY),{t-CHy)SIN(CH), 938.8 969.8 5.6
ISSHE/GOB 7064417 NH, 350 819 1204 938.8
[CgN] 108-18-9 (i-C3H4),NH 938.6 971.9 -1.9
b ! 75-50-3 {CHLN 350 918.1 20.1 938.6
SAYPALDY TOO4-41-7 NH., 350 819 120.8 939.6
NALOC/MCI To04-41-7 NH 350 819 120.8 939.6

AUL/BOW 74-89-5 CH;NH, 298 864.5 733 937.8
TSARN T064-41-7 NH; 350 819 106.7 925.5
DAUE/WER 14-89-5 CHNH, 298 864.5 79.1 943.6
JOH N 13929-94-7 1-Azabicydu] 2.2.2 Joct-2-cne 938.6 0969.1 5.6
JOALT/BOW 75503 (CHLN 298 9181 205 938.6
[C N 927-62-8 (CHR)(n-C H)ON 938.2 969.2 5.6
NTTAL 75-50-3 {CHO\N 350 9181 2001 938.3
[ €Al N, 143-37-3 CHZC(=NIDNH, 038.2 970.7 0
YOHGON/NTO 112-81-7 (n-CH NN 338 9293 8.0 937.2
QOGON/MO 120-94-5 N-Methylpyrrolidine 338 9348 34 9384
GoGON/MO HO8-18-9 (1-Co 1 NEH 338 938.6 0.6 9392
VOGON/NO 103-83-3 C,HCH,N(CH ), 338 9374 0.4 938.1
[CoH N | 52598-10-4 (n-C,Hy)(CH)NN(CH;), 938.1 970.5 0
SINAUYNEL 6415129 (CHLNN(CH ), o 917.9 18.4 938.1
[N, 652320 1 2 Methyl 1,2 diwzabicyelo[2.2.2]-0ctane 9381 9689 43
SIMAUNEL 0415-12-9 (CHO-NNICH ), 600 917.9 2011 938.1
[CI N} 25108-56-9 4-(CH3),NC H,CICH)=CH, 938.0 946.6 20
STTAF (CHON 3500 9181 20.6 938.0
[N 7220.24.0 (CH) (G- H,)N 937.8 968.7 5.6
RTTAl 75-50-3 (CH LN 350 918.1 19.7 937.8
| Coth 3N 103-83-3 CH;CHLN(CHY), 937.4 968.4 5.6
STTAI 75-50-3 (CHO, 350 918.1 20.1 938.3
TOAUL/BOW 75-50-3 (CHON 298 G181 18.5 936.6
[C N, 141665-18-1 t-methyl-3,5-di-t-butylpyrazole 937.1 970.8 —4

S3TIND3IOW 40 SIILINIAAVY NOLOYd GNV S3ILIDISVE 3SYHd SVD
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Paire 20 Summary of proton ranster thermochemical data for each base M. sorted by gas basicity of M—Continued

[Formula] Reg No( ) Base(M) GB(M) PA(M) AS,(M)
ViSauib Rep No(R) Basc(R) T(K) GBIR) AGB(MR.T)  GBIMI  PA(R) APA(MR)  PAM)  AS(R) AASMR) ASM)
U2ABB/CAR 504-39-8 t-CsHy NH, 333 903.6 5.7 909.2
UZABBICAB 142 847 (- C 4NN 333 9293 69 936.3
GIABRBICAR 1O8-18-Y (-CHLNH 333 938.6 —-1.0 937.7
TIABB/CAR 616-30.7 (CHHCHON 333 9400 -29 937.4
1G] 672-60-2 CHPCIL), 936.8 969.2 0
N2IKU/KER 594:00-2 {CH P 320 9263 10.5 936.8
1C,0) 39763-50-3 (CH)PCI, 936.7 969.4 0
RTTAL 75-50-3 (CH N 350 918.1 18.3 936.7
[C;H,EN] #321 3-Fluoro-L-azabicyclo[ 3.2.1 Joctane 936.7 967.5 5.6
TOAUTBOW 75-50-3 (CH )N 298 918.1 18.6 936.7
[C L NO| 33687-79-9 ¢-CHNQ-OCH,) 936.7 969.9 -2
TOAUE/BET 75-50-3 {CH N 298 918t 18.6 936.7
[ CoHgN, | 60678-73-1 (t-CyH ) (CH)NN(CH,), 936.4 968.8 0
SANAU/NEELL 18-48-5 2.0-(CHy)s-pyridine 600 931.] 4.6 936.4
| CoH N, 49840-68-8 - L.2-diazepine.bexahydro-1,2-dimethyl 936.1 966.8 58
SSNEL/RUN 108-48-5 2.6-{CH ) -pyridine 550 93t.1 54 935.6
SENEL/RUM V35-28-4 2.6-(CHOs-pyridine 550 9404 ~29 936.6
1 CSH NS 18135-05-2 {CH,),SIN(CH ), 936 966.8 5.6
SANENARIE 10Y-89-7: {CHLNHACH N 919-951

21448
FCHLNGT 26163-37-1 Pyridazine. hexahydro-1.2.-dimethyl 9354 066.1 5.6
SSNEL/RUM 935084 2,6-(C 3 Hg) y-pyridine 550 9404 -7 937.9
SSNEL/RUM [08-48-5 2.0-(CH;),-pyridine 550 9311 7.1 937.4
SIMAL/NED O13-48-9 4-CH,C HN(C,H) 600 931.0 0.8 930.7
SAMALYNEL 108-48-5 2.6-(CH;)y-pyridine 600 9311 54 9355
[CeHgN] 111-92-2 (n-C,Ha),NH 9353 0686 1.0
TOAUE/WEB 74-89-5 CH;NH. 298 864.5 70.8 9353
TSARN T604-41-7 NH, 50 819 102.9 921.7
T2AUL/WEB 74-89-5 CH;NH, 298 864.5 71.3 935.8
| Call N, | 4267-00-9 (C,Hg)NN(C,H 935.3 964.3 116
SAMAL/NEL 613-48-9 4-CHCHN(Ca M) 600 931.0 4.2 9323
BIMAU/NEL 589-93-3 2. 5-(CHj)y-pyridine 600 9269 14.2 938.3
[C4HN,] 1632-83-3 1-methylbenzimidazole 935.2 967.0 2
BECAT/CLA 108-18-9 (i-C (M5} NH 2300 9386 ~29 935.7
8RCAT/CLA 3598-30-1 (CH)ACHON =300 9291 54 9345

05214
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Fanre 200 Sunimary of proton transter thermochemical data for each base ML sorted by gas basicity of M

Conunued

| Formuia| Reg No(M) Base(M) GBM) PA(M) ASL(M)
N rSquib Reg NofR) Base(R) T(K) GB(R) AGBIMR.T)  GB(M)  PAR) APAIMR)  PAM)  AS(R) AASAMR) AS(M)
S7TTAL 7550} (CH N 350 918.1 16.9 935.2
| CsH N 120-94-5 N-Methylpyrrolidine 934.8 965.6 5.6
RTTAL 75502 (CHON 350 918.1 16.0 934.1
TREANWOL 110-86-1 pyridine 350 898.1 347 9327
TOAUL/WI 75-30-2 (CH 3N 298 918.1 17.1 935.2
TSTALF F604-41-7 NH, 350 819 117.6 936.0
T5ARN T604-41-7 NH, 350 819 107.5 9259
TYUALTTAAN 110-80-1 pyridine 350 898.t 38.0 9359
| Gyl N 36556-06-6 Isoguinoline,5,6,7,8-teteahydro- 934.7 966.6 2
TOANLBOW T530-3 (CH) N 298 918.4 16.6 934.7
[CxNN] 1003-84-5 1. 4.4-Trimethylpiperidine 934.7 966.7 5.6
SOHOUNOG See Refs. 965.7
| C H N, 280-57-9 1 4-Diazabicyclo] 2.2.2 Joctane 934.6 963.4 12
TOAUT/BOW 75-50-3 (CH LN 298 9181 17.1 935.2
TOAUEAVER 74-89-5 CH;NH, 298 864.5 73.2 937.7
TSARN To04-41-7 NH; 350 819 105.0 923.1
TISTABIEAL 75-50-3 (CH LN 320 9181 15.9 9339
[C<H, N 0163-56-0 CILCH=CNN(CH,), 934.5 967.0 0
SIELL/DIN 016-47-7: TH-methylinudazole: {CH, = CHCH,),N 928-941

102-70-5
[ €N 6906-32-7 (CHR),C=CHN(CH;), 934.5 967.0 0
NEELL/DIN O10-41-17 LH-methyimidazote: (1-CH7)NH Y2¥8-939

108-18-9
[Cal N (CH3),NCH,(1-CyHy) 934.3 961.0 20
STTAE (CHLN 350 918.1 16.9 934.3
S3TAR2 T004-41-7 NH; 350 819 H8.S5 936.2
[ ColoN: 60678-63-1 (0-C d 1, CH)NN(CH,), 9343 966.8 0
SAMAU/NEL 0415-12-9 (CH3)LNNICH ), 600 9179 14.6 934.3
[C,H,CIN] 49665-74-9 ¢-CsHyN2-CH,CLI-CH, 934.2 965.0 5.6
TOAULE/BOW 75-50-3 {CH:N 298 9181 16.1 934.2
| CoH N 10500-57-9 Quinoline,5,6,7.8-tetrahydro- 934.1 966.0 2
TOAUEBOW 75-50-3 (CHN 298 9181 16 934.1
| CallaaN; ] 18712-47-6 3,5-di-t-butyl-4-mcthylpyrazole 933.8 967.5 -4
92ABB/CAB 142-84-7 (n-C;H;),NH 333 9293 4.4 933.7
U2ABB/CAB [08-18-9 (i-CH,L,NH 333 938.6 -4.7 934.0

S3TNOATON 40 S3ILINIAAV NOLOHd ANV S3LLIDISYE 3SVHd SVO
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Tasri 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[ Formulaj Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg NotR) Base(R) T(K)y GB(R) AGB(MR,T) GB(M) PA(R) APA(M,R) PA(M) ASLR) AAS(MR) AS(M)
92ABB/CAR 108-48-5 2.6-{CH;)s-pynidine 333 931.1 24 933.7
[CsH F N 134166-59-9 (CH),N-C 933.8 966.2 0
Y2IRACIMAR 142-14-7 (n-Cili) 238 G20.2 IR 933.0
OIRAC/MAR 120:94-5 N-Mecthylpyrrolidine 338 9348 ~0.4 934.6
DIRAC/NMAR 139033-03-7 (CH,)LN-CH--N-OCH; 338 9158 >14 >930
[CH,0] 19710-56-6 HCOH (hydroxymethylene) 9334 965.9 0
RIPALIHENL 19961-27-4; (C,H:)(i-C3H,)NH: N-methylpiperidine 927-940

020-07-5
[CH Na | 23337-93-1 Hydrazine, 1.2-diethyl-1,2-dimethyl 933.0 963.7 5.8
K8NEL/RUM 108-48-5 2.6-(CHy)y-pyridine 550 9311 2.1 932.3
SENEL/RUM 935284 2,6-(C,Hy)y-pyridine 550 9404 -59 9336
[Col N | 54-11-5 3-(2-(N-methylpyrrolidinyl))pyridine 932.6 963.4 5.6
QIBER/DEC 142-84.7 {n-C3H;),NH 338 9293 31 932.1
9IBER/DEC 120-94-5 N-Methylpyrrolidine 338 9348 -16 933.2
[CyHaN] 91-67-8 3-CH,CHuN(C,H;), 932.2 964.1 2
SSLIAIJAC 121-69-7 C HN(CH;,), 320 909.2 23.0 9322
1CHNOL 13325-10-5 NH,(CH,),OH 932.1 984.5 —67
SOMAUTAM 110-86-1 pyridine 330 898.1 31.8 932.0 930 54 984 2 ~67 —65
[CSHN] 926-63-6 (CH,),(n-C3HyN 931.9 962.8 5.6
RTTAT 75-50-3 {CHyYN 350 918l 137 931.9
SOHOU/VOG See Refs. 959.4
[C,H:BrN| #364 3.Bromo-1-azabicyclo[2.2.2]octane 931.8 962.6 5.6
TOAULE/BOW 75-50-3 (CH,);N 298 9181 13.7 931.8
¢, HN] 1129-69-7 2-CyH 3(c-CsH,N) 931.7 963.6 2
S3AMAU/SIE 110-86-1 pyridine 425 898.1 335 931.6
[C,HyN] 108-48-5 2,6-(CH;),-pyridine 931.1 963.0 2
92ABB/CAB 142-84-7 (n-C3H4),NH 333 9293 2.1 9312
9IAUE/WER 110-86-1 pyridine 300 898.1 327 930.8
9IMAU/SMI 585-48-8 2,6-(1-C Hy)>-pyridine 480 951 =201 930.9
83MAU/SIE 110-80-1 pyridine 425 898.1 32.6 930.8
T6AULE/WER2 75-50-3 (CH3)N 298 918.1 13.7 931.8
75ARN 7664-41-7 NH, 350 819 101.7 920.3
[CyaHpN] 2217-07-4 CoHaN(Cally), 9311 263.0 2
RSLIANAC 121-69-7 C HN(CH ), 3200 9092 21.8 931.0

[4:14
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Fasie 200 Swinnnny o proton sansfer dicmochicimical dita for cach biase M. sored by gas bislcity of M- Continued

[Formula| Reg No(M) Base(M) GB(M) PA(M) AS,(M)
z iSquib Reg No(i) Bane() T(K) GR(R) AGB(MR,T)  GB(M)  PA(R) APA(MR) PA(M) ASHR) AASMR) AS,M)
[CH N, 494-97-3 3-(2-pyrrolidinyDpyridine 931.0 964.0 -2
DIBER/DEC 123-75-1 Pyrrolidine 338 9153 14.1 9294

QIBER/DEC 120-94-5 N-Methylpyrrolidine 338 9348 ~2.5 932.6

| ¢y H N 613-48-9 4-CHLCHN(CHS), 931.0 962.8 2
SSLIAIAC 121-69-7 CHNICH ), 3200 992 218 931.0

[CaH N, ] 20734-56-9 N,N'-Dimethyl-1,8-naphthalenediamine 930.9 960.3 10
TRLAU/SAL T604-41-7 NH, 600 819 116.7 930.8

[C5H,N] 108-47-4 24-(C)y-pyridine 930.8 962.9 2
VIAUE/WEB 110-86-1 pyridine 300 898.1 327 930.8

TOAUL/WIEB2 75-50-3 (CH LN 298 918.1 12.7 930.8

{C4HN] 3.4-Cyclopentenopyridine 930.5 962.4 2
TOAUE/BOW (CH)N 298 9184 12.2 930.4

1CLHNO] 54660-04-7 Pyrrolidine, 1-(4-methoxyphenyl) 930.4 961.2 5.6
SRCAL/CER See Refs 930.4

[y H N 95936-56-1 10,5-metheno-SH-bisazepino(1,2-d:2",1'- 930.1 962.6 0

g 1.4]diazepine,7.8-dihydro

SOHOU/I'EN [O8-48-5 2,6-(CH;),-pyridine 313 9311 -1.7 929.5

BITOUETN 142-84-7 (=-CilL) LN 313 929.3 1.7 930.9

[CH N 5944-41-2 2-(t-C3Hy)-pyridine 929.8 961.7 2
OIMAL/SA SR5-48-8 2.6-(1-CyHy) -pyridine 397 951 -17.2 933.8

QIMAL/SMI 6832-21-9 2.6-(i-C\Hy)-pyridine 485 9472 -19.2 9279

SAMALYSIE 1 10-86-1 pyridine 425 898.1 310 929.1

TOAUL/BOW 75-50-3 (CH N 298 918.1 10.3 928.4

{CHNOY 620-08-6 4-(CH;0)-pyridine 929.8 961.7 2
GIAUEWER 110-86-1 pyridine 300 898.1 31.2 929.4

R7TAE 75-50-3 (CHO:N 50 9181 12.4 930.7

SITAA/SUM 7664-41-7 NH; 320 819 103.8 922.6

TOALTE/WERDY 75-50.% (CH)LN 2098 QIR 1 [R s 9’04

ISTAE T6004-41-7 NH; 350 819 110.7 9293

75ARN 7664-41-7 NH; 350 819 101.3 919.8

T2TAAMEN 110-86-1 pyridine 320 898.1 36.4 934.5

[CHN, ] 693-98-1 2-Methylimidazole 929.6 963.4 —4
RTTAE 75-50-3 (CHy:N 350 9181 1.0 929.6

[CoH i N;OP] 7778-06-5 ¢-OP(N(CH;),)N(CH,;)CH,CH,N(CH;) 929.3 961.7 0
&5BOL/HOU 496-15-1 2.3-Dihydroindole 323 926.3 04 926.8

§SBOL/HOU 598-56-1 (CHHCaHON 323 929.1 25 931.7

S3ITNOITOW 40 S3ILINIHAVY NOLOYHd ANV S3ILIDISYE 3SVHd SYD
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Tanir: 2 Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula) Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquih Reg NofR) Base(R) T(K) GB(R) AGB(MRR.T} GB(M) PA(R) APA(M.R) PA(M) ASy(RY AAS (MR) AS (M)
JCJN] 142-84-7 (n-C,31,),NH 929.3 962.3 -19
S7TUAL 73.50-3 (CHLN 3500 vIg 9.6 928.1
SATAL Totd-41-7 N, 50 819 1.2 930.0
TOMAU 107-10-8 n-Cy1;,NH, S35 8839 40.2 923.3
TOAUL/BOW 75-50-3 (CHL )N 298 918.1 132 931.3
TSTAL T0hod-41-7 NH. 350 819 111.2 930.0
T2AU/WER 74895 CH N, 298 864.5 67.3 931.8
[C LN S598-56-1 (CH(C,HON 929.1 960.1 5.6
RTTAE 75-50-3 (CHOWN 350 918 10.5 9238.7
SITAL2 T664-41-7 NH; 350 819 (A A 930.5
ToAUL/WER 75-50-3 (CHWN 298 918.1 112 929.4
TSTAY To04-41-7 NH, 350 819 109.4 927.8
TSARN F004-41-7 NI, 350 819 100.0 918.4
{CH N OP| 680-31-9 OP(N(CH,)1)3 928.7 958.6 9.1
STIAE 75-50-3 (CHON 350 918.1 10.1 928.0
S4BOL/TOU 142-84-7 (n-C,H;LNH ~323 9293 04 9294
[CH,N,| 38704-89-1 Pyrazolidine, 1,2-dimethyl 928.6 959.3 58
NNEL/RUM 935-28-4 2,6-(C,Hs)-pyridine 550 9404 -7 927.8
SSNEL/RUM 108-48-5 2.6-(CHy)y-pyridine 550 931.1 —-038 9294
[CHENLT 99-98-9 4-H,NCHN(CH;), 928.4 956.0 20
STTVAL 75-50-3 (CH;)N 350 918.1 110 928.4
[CRHNLOs) 637-84-3 tetraglycine 928.2 973.8 —44
DAV RPVIA | ¥ TO2-06-8: 2-CliCsHN; (C)115),NTE 300 ©917-919

109-89-7
DIWL/LEB 127-19-5, CHLCON(CH )20 n-CH,NH, 300 877-884

107 10 8
OICHEWL kinetic method 973.8 ~44
9IWLIYEEN2 kinetic method 924.8
1€ Hx05] 922-69-0 CH,=C(OCH;), 928.1 957.0 12
9OSA/DE 142-84-7 (n-C;H,),NH 3139293 —1.3 927.8
89OSA/ 110-89-4 Piperidine 313 921 6.3 927.1
B9OSA/DEL S98-56-1 (CH,)(C-HN 313 929.1 04 9294
[CyH N 91-66-7 CoHN(C,H;), 927.9 959.8 2
SSLIAMIAC 121-69-7 C H;N(CH;}, 325 9092 17.6 926.8
TAYAM/KEB To64-41-7 NH, 600 819 112.5 929.0
[CyHN, ] 616-47-7 1-methylimidazole 927.7 959.6 2
S8SCAT/CLA 111-49-9 Hexahydroazepine <300 9235 33 926.9

1£:14
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Fanscr 20 Swiimary of proton tansfar thermmochemsical data for cach base M, sonicd by gas basicny of M Connmued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS, (M)
YeSquih Ree NofR) Base(R) T(K) GB(R) AGB(MR.T)  GB(M)  PAR) APAMMR)  PAM)  AS,R) AAS(MR) AS,M)
SRONT/CTLA SUR-50-1 (CHLOLICHON =300 929.4 =25 926.6
STTAF 75.50-3 (CH)N 350 918.1 8.2 926.5
SOMALLIL 121448 (CH,HLN 600 951 —23.0 929.1
SOMALYLIE HOR 99.0 3-4CH)-pyridine o) 911.6 19.7 931.3
SITAL2 T604-41-7 NH, 350 819 1149 9334
SIELI/DIX 142 8472 (CH)NHE (-C - LNH 929-939
TO8-18-9
[CsH:N; 73-40-5 Guanine 927.6 959.5 2
YOGREAIG kinetic method 959.5
TSWILMOCC 124-40-3; (CH LN (CHON 896-91%
75-50-3

[1CHHN] 583-61-9 2.3-(CHy),-pyridine 927.0 958.9 2
HEAUT/ W 1 1-80-1 pyrudine 300 8981 23.3 926.5
ToAUE/WIEB2 75-50-3 (CHWN 298 918.1 9.3 9274
1€ 15N ) 19311-79-6 [-methyl-3,5-diphenylpyrazole 927.0 958.9 2
D2ABB/CAL 975812 200 )-pyridine 333 9258 22 928.0
DABB/CAR 142-84-7 (n-CH;),NH 3339293 926.0
CHLN] S89-93-5 2.5-(CHy),-pyridine 926.9 958.8 2
QEAUL/WER H10-80-1 pyridine 300 898.1 283 926.5
TOAUE/WIEEB2 75-50-3 (CHyN 298 918.1 9.3 927.4
|CHGN] 2155-94-4 Cl,=CHCHLN(CHY), 926.8 957.8 5.6
STIAL 75503 (CH N 350 viIg.] 8.7 026.82

TAR2 Fo0-4-41-7 N, 350 819 108.9 927.3
|CHLN] 19961-27-4 (C,H3)(i-CH,)NH 926.7 960.0 -19
STTAI 75-50-3 (CHLN 350 918.1 8.2 926.7
RATAL2 T664-41-7 Nil; 350 819 108.9 9277
| C NGOy | 1187-50-4 Teu-gly-gly 926.7 NE NE
OIWL/FEN Kinetic method 926.7
[C51,NO| 23579-92-2 2-(CHOCH )-pyridine 926.4 958.3 2
T9AUL/BOW 75-50-3 (CH N 208 918.1 8.3 926.4
JC N 4096-20-2 Piperidine, 1-phenyl 926.4 952.9 20
SRCAU/CER See Refs 926.7
RTTAE 75-50-3 (CH::N 350 9181 8.7 926.1
BITAL2 T064-41-7 NH; 350 819 1094 927.1
[CoHN] 196-15-1 \3-Dihydroindole 9263 957.1 5.6
RSROLAIOU 496-15-1 3-Dihydroindole 3239203 0 926.3

S371NI2310W 40 S3ILINIZAY NOLOHd ANV S3ILIDISVE 3SVHd SVO
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Taste 20 Summary of proton transfer thermochemical data for cach base M. sorted by gas basicity of M—Continued

| Formula] Reg No(M) Base(M) GRB(M) PA(M) ASp(V)
YeSqgmb Reg NotRY Base(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R) APA{M.R) PA(M) AS;,(R) AAS (MR} AS, (M)
[, 594-09-2 (CH,),P 926.3 958.8 0
STTAL 75-50-3 (CHO,N 350 9181 78 926.2
S2IKUY/KERB 504092 (CH),P 320 926.3 0 926.3
TSTAE Tood-41 7 NH, s 819 107.1 925.8
TISTA/BEA 75-50-3 (CH,N 3200 918.1 6.7 9249
| ColLaNL O 6331-71-1 4-NH,-CHCON(CH,), 925.9 956.9 5
GHGRUACALL 110-89-4; piperidine: 2.4-(CHL) -pyridine 921-931

108-47-4
[CH N 3978-81-2 4-(t-C4H,)-pyridine 925.8 957.7 2
O2ABB/CAB [42-84-7 tn-CyH7),NH 333 929.3 -4.6 924.5
TOAUT/WIEB2 75-50-3 (CHOWN 298 918.1 8.8 926.9
|CHEN| 40832-99-3 [-H-Azepine, hexahydro-1-phenyl 925.8 956.6 5.6
SRCALVCER See Rels 9258
| CyHN] 533.37-9 2.3-Cyclopentenopyridine 925.6 957.5 2
TOAUE/BOW 75-50-3 (CHO3N 298 918t 7.3 925.5
| C;H,N] 56911-27-4 34-Cyclobutenopyridine 925.6 957.5 2
TOAULZBOW 7R-50-3 (CH, LN 298 918.1 73 925.5
1C,HN] 583-38-4 34-(CHy),-pyridine 925.5 957.3 2
GIAUE/WER 110-86-1 pyridine 300 898.1 273 925.5
[ CALNO| 5264-35-7 ¢-CHN2-OCH}) 925.5 957.9 0
TOAUE/RIT 75-50-3 (CH)N 298 918.1 73 925.5
[CxH N 609-72-3 N,N,2-trimethylaniline 925.3 951.8 20
YIBOH/DEC 110-89-4 Piperidine 338 921 4.3 924.5
O4BOH/DEC 109-06-8 2-{CHy)-pyridine 338 9173 8.9 925.5
94BOH/DEC 142.84-7 (n-CH4),NH 338 9293 —-25 9259
[C7H;2N,0,4] 2578-57-6 pro-gly 925.1 NE NE
QOEWI/ZHA FH0-89-4; Piperidine: (n-CH;).NH 921-929

142-84-7
[Coll N0, 7561-25-3 pro-ghy-gly 925.1 NE NE
QOEWI/ZHA FI0-89-4: Piperidine: (n-CH;).\NH 921-929

142-84-7
1CaH N} 110-96-3 (i-C,H,),NH 925.1 958.1 ~19
TSARN 70064-31-7 NH, 350 819 105.4 924.2
T2AUL/WEB 74-89-5 CHNH, 298 8645 61.5 926.0

98y
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Tanrr 20 Summary of proton transfer thermochemical data for each base M. sorted by gas basicity of M- Continued

[Formula} Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquih Reg NoiR) Basel(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R) APA(M,R) PA(M) ASHR) AASMR) AS M)
[CHHN 10250-58-5 1,3-dimethyl-5-phenylpyrazole 924.7 956.6 2
DIABRICAL 978-81.2 Ay Hy)-pyridine 333 9258 ~0.4 9254
VIABB/CARB 530-75-4 4-(C HL)-pyridine 333 9192 49 924.1
[ Cyll N} 75981-47-4 2-(i-C'yH,)-pyridine 924.6 956.4 2
SIMALYSIE 110-¥6-1 pyridine 425 898.1 26.4 924.5
1C,H,,0P) 17513-58-5 (i-C4H4),PO 9245 954.4 9.1
8SBOIL/HOU 496-15-1 2.3-Dihydroindole 323 9263 -1.3 925.0
RIROE A1ON 110817 (-0 11,3 NH 373 979 3 —50 9240
|C4HN] 5763-87-1 (CH;),NCH=CH, 9244 956.8 0
SHELL/DIX 110-89-4; piperidine: -methylimidazole 921-928

016-42-7
[C1HLN,0, ] 20556-11-0 lys-val 924.3 NE NE
YIGOR/AMS 109-89-7 (CoHLNH (CHGLNH 350 919-929

142 847
1€y H2N;0, 22677-62-9 val-lys 924.3 NE NE
DIGORIAMS 109-89-7: (C,Hs)LNH: (CHo)N 350 919-929

142-84-7
[Cal1sN] 4913-13-7 3,5-(CH,),CoHEN(CH ), 924.3 956.1 2
SSLIALAC 121-09-7 CHgCito, 3200 9092 15.1 9243
[CoHN;0, ] 5874-90-8 924.1 NE NE
YIWU/FEN Kinetic method 924.1
[Cylly,N] 622-39-9 2(C,H,)-pyridine 92338 955.7 2
BOHOU/FEN 95935-56-1 10,5-metheno- SH-bisazepinof 1,2-d:2", 1/~ 313 9301 -63 923.8

2 1.4 diazepine,7 8-dihydro

[Cyll;N] 696-30-0 4-(i-C31,)-CHN 9238 956.7 2
YIABB/CAL 10250-08-> L3-dunethyl-d-phenylpyrazole $33 9247 =09 9238
[CalI N 111-49-9 Hexahydroazepine 923.5 956.7 -1.9
STTAL 75-50-3 (CH,N 350 9181 5.0 923.5
[C7HN] 591-22-0 3,5-(CHj);-pyridine 9235 955.4 2
OTAUL/WEB 110-80-1 pyridine 300 898.1 254 9235
TOAUE/WEB T4-89-5 CH;NH, 298 864.5 58.6 923.1
[C,T,CIN] 42332-45-6 3-Chloro-1-azabicyclo{2.2.2Joctane 923.5 954.3 5.6
SOHEI/HON H0-89-4 Piperidine 213 921 1.3 9222

SIINOITON 40 S3ILINIA4V NOLOHd ANV SIALLIDISVE ISVHd SVvH
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Summary of proton transfer theemochenmical data for each base M, sorted by gas basicity of M—Continued

|Formula | Reg No(©M) Base(M) GB(M) PA(M) AS, (M)
YrSymb Reg NoiR) BusciR) T(K) GB{R) AGB(M.R.T) GB(M) PA(R)  APA(M.R) PA(M) ASLR) AASHMR) AS (M)
SOHE/TION 490 151 2.3 Pshydroindote 313 9263 =25 923.8
FONLHROW Iy i U HHIN 98 V8.0 0.3 YI4.5
1C,H,NS 21581-72-2 4-(CHLS)-pyridine 923.3 955.2 2
OIAUTAWER 110-86-1 pyridine 300 88,1 249 923.0
STTAL 75.50-3 (CHON 350 918.1 5.0 923.3
TOAUE/BOW 75.50 3 (CHON 298 VIR 58 923.9
{CH N 769-006-2 N.N,2,6- Tetramethylaniline 923.2 954.1 5.6
STTAE 75503 (CHON 3500 981 5.0 923.2
JCH N 1611-12-7 n-CHL,CH=NC H, 923.0 955.5 0
TOALIE/BOW 75-50-3 (CHLN 208 918.4 4.9 923.0
{CHN 462-08-8 3-Pyridinamine 922.6 954.4 2
OITAUE/WIER 110-86-1 pyridine 300 8981 244 9226
TOAULE/WER2 124-40-3 (CHO,NH 298 896.5 4.4 900.9
G, NOY 701-86-4 $-CHOCHNICH,), 9224 949.1 20
S7TEAL 75-50-3 (CH )N 350 918.1 5.0 9224
1C N, 92234-54-3 I-(F-adamantyl)pyrazole 922.4 954.5 2
RTTAF 50-3 (CHON 350 918.1 4.1 9224
[ CilaN,| 10250-60-9 1L5-dimethyl-3-phenylpyrazole 922.4 9543 2
V2ABRICAB 690-30-0) $-0-C H)-CsHUN 333 923.8 -0.5 9233
Q2ABRCAB 5360-75-4 4-(Co s -pyridine 333 919.2 2.3 921.6
[C51,N] 56911-25-2 2,3-Cyclobutenopyridine 922.0 9539 2
TOAUE/BOW 75-50-3 (CHOWN 298 9181 3.9 922.0
[C ot oNOy] 2576-67-2 gly-leu-gly 921.8 NE NE
YIWL/IEN Kinetic methocd 921.8
[CyHN| 91-22-5 Quinoline 921.4 9532 2
OIALE/WEB 110-86-1 pyridine 300 898.1 26.4 924.5
SIMCL/CAM A83-58-4 3d-dimethylpyridine:kinetic method 425 -1.7 944.7
TOMAU 107-10-8 n-CH;NH, 535 883.9 36.0 918.2
|3l 4112-23-6 (CHy) H, 921.0 9475 2
YOALLNMCON 110-89-+4: piperidine: (i-CH;LNH 921939

HO8-18-9
S2PIE/EEH T004-41-7 NH., 350 819 102.5 920.2
TOPIEPOL 110-89-4; piperidine: (CoH)i-C H;NH 320 921927

19961-27-4

88p
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Tasik 20 Summary of proton transfer thermochemical data for cach base M, sorted by gas basicity of M- Continucd

[Formula] Reg No(M} Base(M) GB(M) PA(M) AS,(M)
YiSquily Reg Na(R} Base(R) 7(K) GBIR) AGB(MR.T)  GB(M)  PAR) APAMR)  PAM)  AS(R) AAS(MR) AS,(M)
1O 5N0, | T093-67-6 pentaglycine 921 NE NE
ERVANRVIAIS| 100 06 8 2-CHG-CHL N (CLHG N 300 al7.010

109-89-7
GIWUA BB T8 102 P CHUNHL SO HNH, 300 891-896

13952-84-0
O2WE/EEN2 See Refs 947.4
[ N0 3062.07-5 val-gln 921 NK NE
DIGORANS 75-50-3: (CHL NG (O, H )N 350 918-919

100.89-7
[CsHy N 110-89-4 Piperidine 921 954.0 -1.9
RTTAFE 75-50 3 (CH N 350 9181 1.4 919.9
SATAL Tou4-41-7 Nily 350 819 102.1 920.8
TREAL/SAL 70604-41-7 NH, 600 819 96.7 914.3
TOAUE/WI:R 74-89-5 CH,NIT, 298 8645 56.1 920.6
TSTAL T60:4-41-7 NH, 50 819 102.1 920.8
TSAU/WLB2 74-89-3 CHNH, 298 8645 58.1 922.6
TSARN 7004-41-7 NH, 350 819 93.3 9121
TAVAM/KER 7604-41-7 NH, 600 819 102.5 920.2
TAANUT/WER 107-10-8 n-Ci11,NH, 298 8839 405 924.4
TIBOW/ALUL 75-50-3 (CH )N 298 9181 4.9 923.0
[CLHEN, ] 822-36-6 4-Methylimidazole 920.9 952.8 2
8TTAE 7664-41-7 NH; 350 819 105.3 9238
SOMALU/LIE: 110 86-1 pyridine 600 898.1 19.9 918.0
[CHN, | 1132-14-5 3.,5-di-t-hutylpyrazole 920.8 952.7 2
D2ABB/CAR 696-30-0 4-i-CyH)-CsHUN 333 9238 =25 921.3
DABB/CAB 536-75-4 4 (C,Hy)-pyridine 333 9192 1.1 920.3
[C N 100-71-0 2-(C,H;)-pyridine 920.6 952.4 2
SIAUE/WLEDB 110-80-1 pyridine 300 898.1 22.0 920.1
SIMALUSIE 110-86-1 pyridine 425 898.1 222 920.3
TOAUL/WIRB 75-50-3 (CH LN 298 9181 29 9211
[CHN, | 51-17-2 Benzimidazole 920.5 953.8 -3

Kinctic method 916
Kinetic method 025

G, NO, | 111-422 (HOCH,CH,),NH 920 953.0 -2
JOSUN/KLUILL See Refs, 300 920 954 0
[C7H,,CIN 96943-88-3 T-azabicyclo] 2.2.2]-octane, 2-chloro 920.0 950.8 5.6
REVBEVTHON BUT N 2. 3-Dihydroindole 313 Rali] -84 9MNa
SOHEHON 110-89-4 Piperidine 33 92 —-13 919.6

SIINOITON 40 SIAILINIAAVY NOLOHd ANV S31LIDISVE 3ASVHd SYO
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Tapik: 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

{Formula] Reg No(M) Raso(M) GB(M) PA(M) AS.(M)

YrSquib Reg NotR) Basce(R) T(K) GB(R) AGB(M,R.T) GB(M) PA(R) APAMR) PA(M) ASR) AASM,R) AS (M)

[CyH;N] 119-65-3 Isoquinoline 919.9 951.7 2

DTAUL/WER 110-80-1 pyridine 300 898.1 259 924.0

TOMALU 107-10-8 n-CyH;NH, 535 8839 335 915.7

[CaH N, | 51-80-9 (CH;);NCH,N(CH;), 919.8 952.2 0

STTAF 75 50-3 (CH,N 350 918.1 1.4 919.8

[l N;l 119044-58-5 (CH),N-CH=N-(4-cyanophenyl) 919.8 9522 0

YOBORMOU 109-89.7 (C,Hs),NH 313 9194 -04 919.0

YOBOR/HOU 19-06-8 2-(CH;)-pyridine 313 9173 33 920.6

9OBORMOU 110 89-1 Piperidine 313921 -0.8 920.1

YOBOR/HOU 591-22-0 3,5-(CH;)y-pyridine 313 9235 ~42 919.4

[CHN] 109-89-7 (C,Hs),NH 919.4 952.4 —1.9

STTAR 75-50-3 (CH,);N 350 918.1 09 919.4

S7BIS/RUH appearance 96515

RATAT 7604-41-7 NH, 350 819 100.7 919.5

TOMAU 107-10-8 n-CyH,NH, 550 8839 318 9149

TOAUE/WEDB 74-89-5 CHNH, 298 8045 >4/ yty.2

TSTAF 7664-41-7 NH, 350 819 98.8 917.6

ISAUL/WER2 74-89-5 CH,NH, 298 864.5 57.1 921.6

TSARN T604-41-7 NH; 350 819 90.4 909.1

T2AUL/WER 74-89-5 CH,NH, 298 8645 58.6 923.1

T2ARNAON T664-41-7 NH, 350 819 100.7 919.5

[C4HN] 4747-21-1 CHNH(-CyH;) 919.4 9524 -2

YOBOR/MHOU 119044-58-5 (CH,;),N-CH =N-(4-cyanophenyl) 313 919.8 —-04 919.4

| CoHyN] 536-75-4 4(C,H;)-pyridine 919.2 951.1 2

9IAUL/WEB H10-86-1 pyridine 300 898.1 205 918.6

TOAUL/WEB2 75-50-3 (CH,)N 298 918.1 1.5 919.6

| CyH N, 13618-34-3 icthyl-d-methylpyrazole 919.2 952.8 —4

92ABB/CAB 536-/5-3 aHsi-pyridine 333 919.2 0.6 920.0

YIABBICAB 108 89-1 4-(CHy)-pyridine 333 915.3 32 918.7

[CoH 052 7735-82-2 cis,cis-2-Methoxy-4,6-dimethyl-1,3,2- 919.1 951.6 0
dioxaphosphorinane

SOHOID/HOU 110-89-4 Piperidine 320 921 -0.8 920.1

SOHOD/HOU 108-89-4 4-(CH,)-pyridine 320 9153 2.5 9179

[C5H,N,0P] 2511-17-3 OP(N(CH,),),(CHj) 918.9 951.3 0

87TAF 75-50-3 (CHLN 350 9181 0.5 9189

84BOL/HOU 75-50-3 (CH.N -323  918.1 08 919.1

06t

SVIT 'O 'S ANV H3INNH 11 °'d '3



8661 ‘C "ON ‘2 "IOA ‘Bleq "JoH ‘way) 'sAud 't

2

Tasee 20 Summiary of proton transfor thonmochemical data for cach base M, surted by gas basicity of Me—Continucd

{Formula) Reg No(M) Base(M) GB(M) PA(M) AS, (M)
Y rSyuib Reg NofR) Base(R} T(K) GB(R) AGB(MR.7) GB{M) PA(M) AS,R}Y AAS(MR) AS (M)
[C N0 20488-27-1 val-pro 918.8 NE NE
DIGORIAMS 75-50-3: (CH)N (Ca) W NH 350 918-919
109.89-7
{C;H,CIN| 5960-95-2 f-azabicyclo[2.2.2]-octane, $-chloro 918.6 949.4 5.6
RTEAL 75-50-2 (CHLN 350 918.1 0.5 918.6
ROHEFTTON 75-30-3 (CHON 313 9181 04 918.5
SOHEVHON 109-89-7 (C,H.NH 3139194 -04 918.9
{CyHy,0P] 1496-94-2 OP(n-C;115), 9184 948.2 9.1
STIUAL 75-50-3 (CH LN 350 9181 0.5 918.4
SIBOLHOU 73.50-3 (CHLN -323 9181 0.4 918.5
JCAILN] 75-50-3 (CHy)N 918.1 948.9 5.6
DTEASISMI theory 298 2.0
OSSNIRAD theory 298 951.6
DINMALSHE- 124-40-3 (CH,)LNH 600 896.5 234 917.6 950.0 -2 3.0
DINAU/SHE 110-86-1 pyridine 600 898.1 20.1 917.1 952.2 2 ~1.8
AL T064-41-7 NH; 350 819 100.7 919.1
SITAL2 7664-41-7 NH; 350 819 100.2 918.6
BYTAL TOO4-41-7 N 350 819 100.7 919.1
N3ILOC/MCT 76004-41-7 NH, 350 819 100.7 919.1
SOMAU/THAM 110-86-1 pyridine 330 898.1 18.4 9164
TOAUE/WES 74-89-5 CHNH, 298 864.5 52.7 917.2
TSTAE 7664-41-7 NH, 350 819 97.9 916.3
TSAUE/WER? 74-89-5 CHNH, 298 864.5 522 916.7
TSARN 7661 11 NI, 350 gi0 80.5 007.9
TASTA/BEA2 75-50-3 (CH LN 320 918.1 0 918.1
TASTA/BEA 75-50-3 (CHL):N 320 918.1 0 918.1
TUIEN/TAA 760441 - NH, 350 819 99.8 918.2
TABRI/YAM To64-41-7 NH; 600 819 97.5 912.9
TIAUE/WER 74-89-5 CHNH, 298 8645 56.1 920.6
T2IARN/ION Tot-41-7 N, 350 819 998 Q1R 7
TIBOW/AULE 75-50-3 (CH)N 298 918.1 0 918.1
fCH N Y9-97-8 4-CH,CHN(CH,), 918.1 950.0 2
RTEAL 75-50-3 (CH N 350 918.1 -0.5 917.9
SSLIAAC 121-69-7 CHNICH ), 320 909.2 9.2 918.4
[CrolliyN,Oy] 14857-82-0 ghy-gly-leu 918.1 NE NE
OIWLI/FEN Kinetic method 918.1
[ CHN;O] 71-30-7 Cytosine 918 949.9 2
YOGRE/LIG Kinetic method 9531
TIMAL 109-89-7 (CyHL.NH 535 9194 —6.3 9122

S31NJITON 40 S3ILINIZ4Y NOLOHd ANV S3LLIDISYE 3SVHd SYO
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Tanir 20 Summary of proton transfer thermochemical data for cach base M, sorted by gas basicity of M—Continued

[tormula] Reg No(dMh Base(M) GB(M) PA(M) AS (M)
Y rSquib Reg NotR) Basc(R) T(K) GB(R) AGB(MR.7)  GB(M)  PA(R) APA(MR)  PA(M)  ASR) AAS,(MR) AS(M)
TSWILAICC 12:440-30 (CHONH (CH N 896-918

75.50-3
TCHEN| 6415-12-9 (CH3),NN(CHy), 917.9 948.7 5.8
SIMALYNL JOS-48-3 2.6-(CH)s-pyridine 600 9311 - 142 915.8
SEMAU/NEL 108996 34CH )-pyridine o) 9116 9.2 919.7
SIMAU/NEL 108 48 5 2.6-(CHy)y-pyridine 550 9311 - 117 918.5
[ C7HNO, ] 3146-40-5 ala-gly-gly 917.8 NE NE
OIWILVEEN kinetic method 917.8
G N0, ] 74739-51-8 (CH,);N-CH=N-(4-nitrophenyl) 917.8 950.2 0
YOBOR/HOU 123-75-1 Pyrrolidine 313 9153 0.8 916.1
VOBOR/HOU 109-06-8 2-(CH )-pyridine 313 9173 2.1 919.4
[C 15N, 1192-21-8 1-methyl-3-aminopyrazole 917.6 949.5 2
V2ABB/CAB 108-99-0 3-(CHy)-pyridine 333 9116 5.8 917.4
QIABB/CAB 5360754 $-(C,H)-pyridine 333 919.2 1.3 9179
[ €, NO| 1502-00-7 I-adamantyl-CON(CHj), 917.6 9494 2
97THOM/HER 394-39-8 -CsHy NH, 333 903.6 9.8 913.1
YTHOM/HER TO¥-99 6 S-(CH ) -pyndine 333 9110 39 Yi7s
OTHOM/ER 108 89-1 H-(CH ) -pyridine 333 915.3 23 917.7
1CH N, 1072-91-9 1,3,5-Trimethylpyrazole 9174 949.3 2
STEAY 75-50-3 (CHOWN 350 9181 - 0.9 917.4
1CHGN] 2348-49-4 CHsNH radical 917.4 949.8 0
XIMAL 108-89-4: 4-CH -pyridine: (C.Hy),NH 915-919

109-89-7
[ClENO, | 7291-00-1 4-CH,0-CHCON(CHy), 917.4 948.3 5
OQ4GRU/CAL 108-89-+4: 4-CH w-pyridine: (CyHg),NH 915-919

109-89-7
[CyyHaNS] 74362-50-8 4-CHSCH,C(CH,)=CH, 917.4 946.2 12
STUAEF 75-50-3 (CH LN 350 918.1 —0.5 917.4
[CHNO) 156-87-6 NH,(CH,),01 917.3 962.5 _43
ROMAU/HAM 75-50-3 (CH:):N 330 918.1 1.7 917.9 948.9 14.6 963.6 5.6 —49 ~43.4
TOAUE/BOW 124-40-3 {CH;)-NH 298 896.5 18.1 914.5
[C,N] 109-06-8 2-(CHy)-pyridine 917.3 949.1 2
9IAUL/WER 110-86-1 pyridine 300 898.1 16.1 914.3
87TAF 7604-41-7 NH; 350 819 (07.1 925.7
83TAI2 T664-41-7 NH, 350 819 1071 925.7

[4:14
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Fanin 2.

Summary ol proton transter thermochemical data Tor cach base M. sorted by gas basicity of M

Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquih Rep NotR) Basc(RY T(Ky GB(R) AGB(MR.T) GB(M) PA(R) APA{M.R) PA(M) ASHRY AAS(MR) AS (M)
NAMAU/SIE 110-86-1 pyridine 425 898.1 172 9153
TOAUL/WER2 124-40-3 (CH).NH 298 8Y6.5 17.6 914.0
[CgHLF N #363 1-Azabicyclo] 2.2.2 Joctane,4-trifluoromethyl- 916.8 947.6 5.6
STEAE 7604417 NH, 350 819 98.4 916.8
[CNLOL) 356-133-2 triglycine 916.8 966.8 —59
U8/ HAZIN 75-31-0: (i-C HNHy: CHN 300 889-898

110-86-1
OIWLYEER 127-19-5: CHLCONCH O n-C N, 300 877-884

107-10-8
QICHEMNU Kinctic method 966.8 -59
DIWL/FEND Kinctic method 908.8
1 CHHL,CIN #H9 3-Chloro-1-azabicyclo] 2.2.2 Joct-2-ene 916.7 947.5 5.6
TOAUL/BOW 75-50-3 (CHLN 298 918.1 =15 916.7
[N ] 53-90-8 Uridine 216.6 947.6 5
GHLIGANAP kinctic method 946.7
TIWITL/ATCC 7064-41-7: NH,: CH,NH, 819-864

74-89-5
[CahE NS 2782-91-4 SCIN(CHy), ] 916.6 947.6 5
DIABL/ALO 330-75-4 - (0 H)-pyidine 333 919.2 2.1 217.0
GINBB/NO 108-89-4 4-(CH,) pyridine 333 9153 1.1 916.3
[Cplt3NO 52305-49-4 tricyclo| 4.4.0.0* Jdecan-4-01-5-amino, 916.6 949.0 0

stereoisomer

SIHOU/RUE 108 89-4 4-(CHy)-pyridine 1300 9153 1.3 916.6
1€ H N 768-94-5 Tricyclo[ 3.3.1.1%7 |decane-1-amine 916.3 948.8 0
SOBROCOO 530754 S 1O H -pyridine 300 9192 =21 916.5
BTEAL TO-41-7 NIy 250 210 97.0 015.7
[CJN] 124-02-7 (CH,=CHCH,),NH 916.3 949.3 )
STIAF 7604-41-7 NH, 350 819 97.5 916.3
RATALR2 7604-41-7 NH; 350 819 97.5 916.3
€N TIOS8-67-8 16-Dinzabicyelo| L4 dJtetradecane 9161 047.1 5.6
STALD/ARR 7664-41-7 NH; 320 819 97.5 916.2
[CHNO | 17997-65-8 cis-3-Aminobicyclo] 2.2.2Joctan-2-0l 916.2 948.6 0
RIHOU/RUE 108-89--1 4-(CH -pyridine 1300 9153 0.8 916.2
[CH N 5519-42-6 3.4.5-Trimethylpyrazole 916.0 949.3 -3
STTAE T00-4-41-7 NH, 350 819 97.0 915.8

SITNOITOW 4O S3LLINIZSV NOLOHd ANV S31LIDISYE ISVHd SVO
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Tantk 2. Summary of proton transfer thermochemical data for each base M. sorted by gas basicity of M—Continued

| Formula) Base(M) GB(M) PA(M) AS, (M)
Visiquib Reg Mol Base(R) 7(K)  GB(R)  AGB(M,R.,T) GB(M) PA(R) APA(M.R) PA(M) ASHR) AASHMR) A5, (M)
[CylNO | 873-95-0) 3-Amine-5,5-dimethylcyclohex-2-enone 915.9 946.9 5
RTTAP 7004417 NH, 350 819 975 9159
{C,) 16166-40-5 cyclopropenylidene 915.9 951.1 -9.1
9SCHY/SQU F604-41-7 3 853.6 97.5 951.1
[C N, O5] 50-89-5 Thymidine 9159 948.3 1]
VOGRE/LIG Kinetic method 948.3
TIWIL/MCC 7664-41.7: NH: CHNH, 819-864

74-89-5
| €CHN,O] 139033.03.7 (CH,),N-CH=N-OCH, 915.8 948.3 0
QIRAC/MAR f22-75-1 Pyrrolidine 338 9153 0 915.2
O2RAC/MAR 109-89-7 (C,H),NH 338 919.4 -29 916.4
[CHisNO| 4048-33-3 NH,(Cl,),OH 915.7 969.0 ~70
TUALIL/BOW F3-00-3 (I N 298 218.1 —2.4 9213.7
[ CoHN] 121-72-2 3-CHCHN(CHY), 9157 942.1 2
STUAIF T664-41-7 NH, 350 819 97.9 915.6
TTPOL/DEV 02-53-3 C HNH, 350 850.6 654 915.1
[CatyNy 134166-58-8 (CH ) N-CH=N-CH,CN 915.5 948.0 0
OIRAC/MAR 123-75-1 Pyrrolidine 338 9153 0 915.2
QIRAC/MAR 139033-03-7 (CH),N-CH = N-OCH; 338 9158 0 915.8
[CHN) 536-78-7 3-(C,H5)-pyridine 915.5 947.4 2
OIAUE/WERB 110-86-1 pyridine 300 898.1 17.1 915.2
BOBROCOO TOU-94-5 Tricyelo[2.2.1.1  Jdecane 1 amine 200 0163 —04 016.5
TOAUE/WER2 124-40-3 {CH),NH 298 8965 18.5 915.0
[Cy1 N, 04] 14379-76-1 gly-gly-pro 915.5 NE NE
QOEWI/ZUA 1008-99-0; 3-(CH )-pyridine: (C,Hg),NH 912-919

109-89-7
[CoH,sN 041 2441-63-6 gly-pro-gly 915.5 NE NE
YOEWIZHA 108-99-6: 3-(CH,)-pyridine: (CH,NH 912-919

109-89-7
1€y eN] 35843-88-0 3-(CH),NC,HC(CH,4 915.5 946.2 56
QTUAE 7664-41-7 NH, 350 819 97.0 9154
{C,H;N] 108-89-4 4-(CH,)-pyridine 915.3 947.2 2
9IAUE/WEB 110-86-1 pyridine 300 898.1 16.1 914.2
hYAVANS T604-41-7 NH, 350 819 96.6 915.1

14514
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Fasir 200 Summary of proton transfer thermochemical data for cach base M. sorted by gas basicity of M Continued

[ Formula| No(M) GB(M) PAM) ASy(M)
Y iSquih Reg NotR1 Base(R) 7Ky GBR) AGB(MR.T)  GB(M) PAIM)  AS(R) AAS(MR) AS(M)
RATAL Too4-41 7 Nit, 350 819 96.6 915.1
AN 766111 7 NI, 350 RI10 07.0 016.5
TSARN 7664 417 NIT, 350 819 97.9 916.5
TAUAA/REN 110 86-1 pyridine 320 898.1 226 92017
| CsHN, | S04-29-0 2-Pyridinamine 915.3 947.2 2
DIAUE/WER [RIVRON pyridine 200 898.1 16.6 9147
TONHE/ROW 75.50.3 (CH )N 79R QIR =74 9157
[€C4HN] 123-75-1 Pyrrolidine 915.3 948.3 -2
S7TIAI 7550 3 (CH )N 350 9181 -32 915.3
S3TAE o644} 7 NH; 350 819 97.5 916.3
SITTAA/SUM 7064-41-7 NH, 320 819 89.1 908.0
TOAUT/WIER 74895 CHNH, 298 864.5 50.8 915.3
TITAF To04-11-7 NH; 350 819 97.9 916.7
T3ARN To04-41-7 Nit, 350 819 89.5 908.3
TIROW/ALI 75 50-3 (CHN 298 918.1 -1.3 9169
[ €Ny 4096-21-3 N-Phenylpyrrolidine 915.1 941.6 20
RSCAU/CER See Rels. 9128
STEAE 1664-41-7 NH: 350 819 97.0 914.7
S3AR2 1664-41-7 NH; 350 819 97.5 915.2
[ CHN0P) 3732-86-3 OP(NH,)(N(CH}), ), 915.0 947.5 0
SHYBOL/HOU 109-06-8 2-(CH )-pyridine 323 917.3 -1.7 915.6
SSBOL/HOU 109-89-7 (C,H)NH 323 919.4 =50 914.4
| CHNL,OP 16606-18-1 ¢-P(OYCHN(CH ) CHLCHLN(CH,) 915.0 947.5 0
SSBOL/HOU 108-89-4 4-(CH)-pyridine 323 9153 1.7 913.7
RSBOL/HOU 109-06-8 2-(CH)-pyridine 323 917.3 -0.8 916.5
1€ N0, 73-22-3 L-tryptophan 915 948.9 -5
OILVHAR kinetic method 93]
Q2GOR/SPIE 75-64-91 75- (-CyHONH 2 (CHL )N 350 900-918
50-3
QOISA/ONMO Kinetic method-relative order
R7TTAY 75-50-3 (CHL N 350 9181 0 918.7
87BOJ Kinetic method-relative order
8680 Kinetic method-relative order
8ILOC/MCT 7664-41-7 NH; 350 819 100.7 919.6
[ CHHELNLO, 19729-30-7 aly-ply-ala 914.8 NE NE
VIWL/FEN kinetic method 914.8
[C4HNS ] 110-85-0 Piperazine 914.7 943.7 11.5
TIAUE/WEB 107-10-8 n-CH NI, 298 883.9 308 914.7

S3TNJ3TON 40 S3LLINIZAV NOLOHd ANV S3ALLIDISVYE ASVHd SVO
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Tasit 20 Summary of proton transter thenmochemical data for cach base M. sorted by gas basicity of M—Continued

| Formula| Reg No(M} Base(M) GB(M) PA(M) AS,(M)

Y 1 Squib Reg NotR) Buse(R) T(K) GBR) AGB(MR.T)  GBM)  PA(R) APA(MR) PA(M) ASLR) AAS(MR) AS (M)

[CHNO| 29910-43-8 2-Naphthalenol, 3-aminodecahydro-(2, 38, 914.5 947.0 (1]
4ar, Baf)

SIHOURU- 1UR-99 ¢ {CH ) -pyridine 300 9116 29 914.5

[ CpllNO | 2A3540-02-2 tricyclof 4.4.0.0 ¥ Jecan-4-ol-3-a 914.5 947,00 [
stereoisomer

SIHOURUY 108996 3-(CH -pyridine 1300 9116 29 9145

FOH NG 96440-80-1 3(5)-methyl-5(3)-t-butylpyrazole 914.3 946.2 2

Y2ABRB/CAR 536754 4-1C, He)-pyridine 333 919.2 -4.9 914.3

[ €0 41821-91-4 trans-2-Methoxy-cis,cis-4,6-dimethyl-1,3,2- 914.1 946.6 0
dioxaphosphorinane

MOHIOD/HOU 102068 2 (CH ) pyridine 320 017.2 —-5.0 0115

SOHOD/HOU 109-89-7 (o), NH 3200 9194 -0.3 913.1

SNHODATON HOR-99-6 3-{CHy)-pyridine 320 9116 6.3 917.9

|Gyl N0 33322-60-0 3NH-CH,CON(CH,), 9135 944.4 5

DJGRUACAL 1080802 3CH -pyridine: 4-CH -pyridine 912:915

108 N0 )

[C:HNO,| S6066-86-3 N.N-2,6-Tetramethylaniline,4-carboxylic 913.0 945.4 0
acid, methyl ester

STTAL Too41-7 NH, 350 819 94.3 913.0

[ €N 1145-01-3 3,5-diphenylpyrazole 912.7 946.3 -38

Q2ABB/CAB S94-39-8 (-CsH, \NH, 333 9036 6.2 909.7

Q2ABB/CAR (K-804 4-{CH )-pyridine 333 9153 —-0.5 915.0

OIABR/CAR 10R-99-0 3-LCH D-pyridine 333 911.6 16 9134

[C,HgNs | 107-15-3 1.2-Diaminocthane 912.5 951.6 —22.1

SOMAUZHANM 142:84.7 (0-C1;).NH 600 9293 -n2 9132 9623 —12. 950.2 -19  -167 ~18.6

SUMAL/ITAM 124-40-3 (CH,),NH 600 896.5 75 910.0 929.5 222 951.7 -2 —243 263

SOMAU/TAM 110-86-1 pyridine 600 8981 59 9112 930 209 950.9 2 ~25.1 ~23.1

SOMAU/TAM 109-39-7 (CAH5)1NH 600 919.4 121 9134 952.4 08 951 6 1o _isg 207

73V AM/KEB 124-40-3 (CH;)NH 600 896.5 8.4 910.9 929.5 40.2 969.7 -2 —53.1 —55.1

TIAUE/WIEB 107-10-8 n-CH;NH, 208 8839 317 915.6

| CxH N, 141665-16-9 1-methyl-3-t-butylpyrazole 9125 944.4 2

O2ABB/CAB [8-89-4 4-(CHy)-pyridine 333 9153 —-28 912.5 .

9IABB/CAB 108996 3CH -pyridine 333 9116 10 912.6 .

[ CsH:N;| 73-24-5 Adenine 912.5 942.8 7

QOGRIE/LIG kinetic method 0481

TOMAL 109-39-7 (C,H5),NH 570 919.4 -7 909.9 9524 —109 941.5 -19 6.7 4.8

96%
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P 20 Sy of proton rans er thernochemical Gatt 1or Ceh ase M, soried by gas asticily ot M

Contnued

{Formula) Reg No(A1) GB(M) PA(M) AS (M)
YrSqunh Reg Moty T(K) GB(R) AGB(MR.Y) GB{M) PA{R)  APA(M.R) PAM) AS'V(I{) _‘..\.’)‘P(M,R) A,‘.’l,(hh
TONLAL fins0.1 pyridine 570 89R.1 0.5 907.3 930 6.7 936.7 2 6.7 8.7
ISWIL/ACC 124 40.3: 75 (CHLNH (CHOGN 896-918
C,UN] 0613-97-8 CHN(CH)(C,HY) 912.4 939.0 20
JSEALSAL TJoG1-11 7 NH, 600 819 101.3 912.3 [0}
TINVAAMKLER T4 4.7 NH, 600 819 101.3 912.3 5
[CALN] 100-43-6 4-Vinylpyridine 912.3 944.1 2 -:g
DEAUT/WER FHO-86- | pyridine 200 898.1 13.7 9118 >
TOAUE/BOW 735-30-3 (CH )N 208 9181 54 912.8 %
[CILENPS 3732-82.9 SPIN(CH),), 912.2 942.0 9.1 g
SSWEBATOL 108891 24CH - pyridine 313 9153 1.0 914.2 (]
SEWEB/AIOL 108.99-6 3-(CH )-pyridine 33 9IL6 13 9102 [+]
=
FCITN, 479-27-6 1.8-Diaminonaphthalene 912.1 9445 [} l'ul';
JSEAT/SAL 110-89-4 Piperidine 600 921 8.4 91214 >
=
[C N 108-99-6 3-(CHy)-pyridine 911.6 943.4 2 [w]
OTAUENWER 110-80-1 pyridine 300 Y81 909.9 3
S7TTAL T004--41-7 N, 350 819 9115 (o)
NOTAL/ANY 108-99-6 3(CH -pyridine 350 916 9116 =
RONATYL 110-80-1 pyridine 600 898.1 915.8 g
HAUALD 7004-41-7 NIt 350 819 912.9 >
TOAUE/WER2 124-40-3 {CH,NH 298 896.5 909.6 il
TOAULE/WER 74-89-5 CILNH, 298 864.5 909.9 g
[Catglh | $20065-01-8 (CHy),Ph=CH, 9115 938.0 20 4
S2P1Y/HEH TO04-41-7 NH, 350 819 93.8 9115 m
) [}
[CH,NO| 7295-76-3 3-(CHL0)-pyridine 916.9 942.7 2 m
OTAUT/WER 1H)-80-1 pyridine 300 898.1 10.3 908.4 =
STTAE 7664-41-7 NI, 350 819 94.7 9133 |9
SITAR2 T004-41-7 NH, 350 819 95.6 914.2 m
TOAUT/WER2 124.40-3 (CHL).NH 298 896.5 1.7 908.2 8
=
| CyH,NO | 1613-37-2 Quinoline-1-oxide 910.8 943.3 0 m
TOMAU 107-10-8 0n-CH NI, 526 8839 28.0 9108 L4
{Cl1FN] 14994- N.N.2,6-Tetramethylaniline 4-luoro 910.7 943.2 0
STTAF 1604-41-7 NH; 350 819 92.0 910.7
[Cll 1405 112-60-7 HO[CH,CL,0 |, H >910 NE NE
92LIG/BRO 17455-13-9 [8-crown-6 909.5 =) =910 Sce Refs.
, S
1€ H0;4] 33089-36-0 21-crown-7 >910 NE NE S



TABCE 20 Summiary of proton transler thermochemical data for cach base M, sorted by gas basicity of M—Continued

[Foromla)] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YiSquib Reg No(R) Buse(R) TK) GBR) AGB(MR.T)  GB(M)  PARR) APAMMR)  PAM)  AS(R) AAS(MR) ASM)
Y2LIOMBRO 17455-13-9 18-crown-0 909.5 >0 =910 See Refs
1120, ] 1707158 HO|CHLOHLO0 LM >910 NE NE
D2LIMBRO 17455139 I8-crown-6 909.5 >0 >910 See Refs
[ CxHgN, | 4838-00-0 2-Methyl-2H-indazole 909.6 941.4 2
SRCAT/CLA 7295.76-3 3-(CH O -pyridine 300 9109 -1.3 909.6
ERCAT/CLA 75-04-9 -CH NI, --300 8999 10.5 910.3
SSCATICTA 504-30-8 RTINS 300 9036 4.2 907.8
R7EAE To04-41-7 NH;, 350 819 92.0 910.6
SHLAMAQ kinetic imethod 903.7
1CN| 7223-38-3 HCCCH,N(CH,), 909.5 940.3 5.6
S7TLAL T604-41-7 NH: 350 819 91.1 909.5
[O1 1250, 17455-13-9 18-crown-6 909.5 967.0 -84
OUSLIO/BRO kinetic method
RASHA/BLA 372-48-5 2-l-pyridine 500 8527 372 907.2 884.6 82.4 967.0 2 —86 —84
RAMAL 110-86-1 pyridine 600 898.1 =113 912.6
SAMAL 289-80-5 Pyridazine 600 877.1 38 908.4
[CLN] 1190-79-0 CHLCH=NC 1 909.4 941.9 0
TSAUE/WER2 74-89-5 CH;NH, 298 8645 449 909.4
[CH,N] 4427-28-5 CH,=C(CH;)NH, 909.3 941.8 0
STELL/DIX See Refs. 9418
{CH N, ] 288-32-4 Imidazole 909.2 942.8 —38
CAT/CLA 504-39-8 -CsHy NH, ~300 903.6 38 907.3

ATICLA 108-99-6 3-(CHy)-pyridine ~300 9116 =25 909.1
ASUA LA 10I8-89-3 2-(CH O )-pyTicdine ~300 902.8 7.5 910.3
RTTUAE 7664-41-7 NH; 350 819 91.5 910.4
SOTAI/ANV 1628-89-3 2-(CH;O)-pyridine 350 90238 7.5 910.6
KOTAF/ANY 108-99-0 3-(CH;)-pyridine 350 9il.6 —2.5 909.4
ROTAF/ANV 594-39-8 1-CsH, NH, 350  903.6 38 907.2
SOMAU/LIL FHH0-86-1 pyridine 600 898.1 31 903.0
SHELA/MAQ kinetic method
[ Gyl N 121-69-7 CHN(CHy), 909.2 941.1 2
B7TAL Tae4-41-7 NH; 350 819 00.6 000.2
SSLIAMTAC 121-69-7 CHN{CH 1 320 909.2 0 909.2
SITAF TO04-41-7 NH, 350 819 91.1 909.6
RALOCMCE T664-41-7 NH; 350 819 90.6 909.2
TSLAU/SAL 7664-41-7 NH; 600 819 90.8 907.3
TTPOL/MDEY 02-33-3 CHsNH, 350 850.6 5§72 907.8
T5TAF 7664-41-7 NH; 350 819 911 909.6

86V
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Tansrk 20 Summary of proton transfer thermochemical data for each base M. sorted by pas basicity of M- Continued

[Formula) Reg No(M) Base(M) GB(M) PAM) AS, (M)
YrSquib Reg NotR) Base(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R) APA(MR) PA(M) AS(R) AAS,(MR) AS (M)
TIYANM/KER T60:4-41-7 NH, 600 819 90.8 907.3
1€ H,N] 624-78-2 (CH)CH)NTE 909.2 942.2 -2
R7TTAL T604-41-7 NH;, 350 819 90.6 909.4
SITALR2 7604 -41-7 NH; 350 819 90.6 909.4
TOAUE/WER 74.89-5 CH,NH, 298 864.5 44.4 908.9
ISTAE T664-41-7 NI, 350 819 87.4 906.2
TSARN 7604.41-7 NH;, 350 819 87.4 906.2
[C NS0, | 52899-09-9 pro-val 909.0 NE NE
VIGOR/AMS 75-6:4-9: 75 (t-CyHOINHL; (CH )N 350 900-918
503
3918-92-1 val-phe 209.0 NE NE
DIGOR/AMS 75-64-9: 75- {t-C,HINI,: (CHY)N 350 900-918
S0-3
[C N, 04 ] 14486-09-0 val-met 909.0 NE NE
GIGORIAMS 75-04-9: 75- (-C,H NG (CHON 350 900-918
50-3
1€ NSO, | 3061-91-4 val-tyr 909.0 NE NE
DIGORIAMS 75-04-9. 75~ (1-C HgNHa (CH N 350 900-918
50-3
24587-37-9 val-trp 909.0 NE NE
75-04-9: 75- (1-CyHNH,: (CH )N 350 900-918
50-3
[CraHsN;0] 59.26-7 N,N-diethylnicotinamide 909.0 940.9 2
QIBER/DEC 121-69-7 CHNICH )2 338 909.2 0 909.2
DIBER/DEC 75-64-9 1-C,H,NH, 338 RG99 75 Q9071
YIBER/DE 10%8-89-4 4-(CH )-pyridine 338 9153 -5.0 910.3
GIBER/DEC 110-86-1 pyridine 338 898.1 1.3 909.4
[CH,N] 503-29-7 Azetidine 908.6 943.4 ~7.8
92ABB/CAN 108-89-4 4-(CH )-pyridine 333 9153 6.2 909.5
9D2ABB/CAN 594-39-8 t-CsHy NH, 333 903.6 34 907.1
92ABB/CAN 108-99-6 3-{CH,)-pyridine 333 9116 -1.5 910.5
T6oAULE/WER 74-89-5 CH;NH, 298 864.5 43.0 907.4
TSAUL/WERB2 74-89-5 CH;NH, 298 864.5 444 908.9
TIBOW/AUL 75-50-3 (CH;N 298 918.1 —-10.3 907.9
[C7HN,T 271-63-6 7-Azaindole 908.3 940.2 2
STTAF 7604-41-7 Ny 350 819 89.7 908.3
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Fantr 20 Summary of proton transfer thermochemical data for each base M. sorted by gas basicity of M—Continued

{Formula] Reg No(M) Base(M) GB(M) PA(M) AS (M)
rSquits Peg Notl) Bavell) TRy GR(RY  AGR(MR.T) GR(M) PAM) ASUR) AASMR) AG M)
[N, | 92-82-0 Phenazine 908.3 938.4 8
TONIAU 107 10-8 n-CHyNH, Std 8839 272 908.3
[Cy LN 939-23-1 4-phenyl-pyridine 907.8 939.7 2
GTSHEZSTL See Refs 939.7+2.1
[ €,HLO, | 1004-36-0 2,6-Dimethyl-4-pyrone 907.3 941.5 ~5.8
RTTAE 7604-41-7 NH, 350 819 88.3 907.3
FORH N, ] 141665-17-0 I-methyl-5-t-butylpyrazote 907.3 939.2 2
UIABBICAR 594-30-8 t-CsHy NH, 333 9036 26 905.9
U2ABB/CAB 601 31-5 1.5-Dimethylpyrazole 333 9028 6.0 908.8
|CH N, 2004-03-7 6-Methylpurine 907.3 939.2 2
TIWILAICC 124-40-2; (CHONH (CHEON 896-918
75-50-3
[CllNi] 1271-28-9 Hs), 907.3 9357 13.4
RISTE/BEA T004-41-7 NI, 320 R19 79.9 898.5
TOCORMBEA 109-89-7 (CaHsLNH 320 viv.4 —0./ Y124
TOCOR/BEA 75-50-3 (CH)NN 320 9181 ~71 910.9
1€ 0P 597-50-2 (C,H,),PO 906.8 936.6 9.1
SSBOLMOU 108-99-5 3-{CH )-pyridine 323 9116 =54 906.0
NSBOLHOL 624-78-2 {CH){C,HINH 323 909.2 —-1.3 907.7
[ CyHCING 4280-30-2 Pyrrolidine, 1-(4-chlorophenyl) 906.6 937.4 5.6
SSCAUCER See Refs. 906.6
[C 1 NO] 2124-31-4 4-[(CH),NJ}-CH,;-COCH; 906.3 932.8 20
STTAF T664-41-7 NH, 350 819 90.6 908.3
SaMIS/EL 98-86-2 C,HCOCH;, 343 8293 759 904.2
18438-38-5 2-(CH,8)-pyridine 906.0 937.8 2
110-80-1 pyridine 300 898.1 7.8 900.0
74-89-5 CH.NH, 298 864.5 415 906.0
TOAUTY/WER2 124-40-3 {CH;),NH 298 896.5 9.3 905.7
[ CoHaN,0,] 1948-31-8 di-L-alanine 905.6 NE NE
QIWU/FEN Kinetic method 905.6
[CH:N,04] 704-15-4 gly-pro 905.6 NE NE
YOEWI/ZHA 108-91-8; e-CoH {NH 2 3-(CH)-pyridine 900-912

T08-99-6

00s
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Fagit 2. Summary of proton transter thermochemical data for each

buase M. sorted by gas basicity of M

Continued

| Formula) Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg NotR) Base(R) T(K) GB(R) AGB(M.R,T) GB(M) PA(R) APA(M.R) PA(M) AS\(R) AAS(MR) AS. (M)
[C4H NG| 1904-31-0 I-methyl-3-aminopyrazole 905.6 937.4 2
YIABB/CAR 108-99-6 3-(CH -pyridine 333 9116 4.6 907.0
QIABR/CAB 394 39-% -CH NH, 333 903.6 0.7 904.0
| €7H,NOY 3731-38-2 1-Azabicyclo[ 2.2.2 Joctan-3-one 905.2 936.0 5.6
TOAUE/BOW 124-50-3 (CHy),NH 298 8905 8.8 905.2
{CH,Fe| 95260-85-4 FeCH, 905.2 937.7 0
SUTAC/GOR 110-860-1; pyridine: $-vinylpyridine 898-912

100-43-06
{CHLCo] 116492-58-1 CoCH, 905.2 937.7 0
SUJACIGOR 110-86-1: pyridine: J-vinylpyridine 898-912

100-43-6
{CH N #324 3.3-Difluoro-1-azabicyclo] 2.2.2]Joctane 904.8 935.6 5.6
TOAUE/BOW 124-40-3 (CH,),NH 298 896.5 8.3 904.8
[CJALNS| 18794-33.7 3-(CH,S)-pyridine 904.7 936.5 2
STTAF 7604-41-7 NH, 350 819 86.0 904.6
{CxH NG| 51627-76-0 1-azabicyclo[2.2.2]-octane, 3-cyano 904.6 9354 5.6
ROHE/HON 594-39-8 t-CH,NH, 313 9036 -0.4 903.0
ROGIETHON £21.7%.2 (CH)C. HNH 313 Q09,2 —2.0 006.2
[CRHN; | 253-66-7 Cinnoline 904.4 936.3 2
TUMAL 107-10-8 n-CH5NH, 535 883.9 22.2 904.4
[ CH N PSe ] 7422-73-3 SeP(N(CH,)2)3 904.3 934.1 9.1
[EWEB/HOU 594-39-8 1-CsHyNH, 313 9036 0.4 903.8
SRWEB/HOU 108-91-8 ¢-CoH(NH, 313 899.6 54 904.8
| C3H,N] 1072-44-2 N-Methylaziridine 904.1 934.8 5.6
TSAULY/WER2 74-89-5 CH;NH, 298 8645 395 904.1
[C N 141665-22-7 3(5)-ethyl-5(3)-phenylpyrazole 903.8 935.6 2
92ABB/CAB 75-64-9 1-C,H NH, 333 899.9 5.8 905.4
92ABB/CAB 110-86-1 pyridine 333 898.1 6.0 904.1
Y2ABB/CAB 594-39-8 t-CsH, \NH, 333 9036 =15 901.8
[C ol 3NO, ] 16518-64-2 3-(CH);NC H,COOCH, 903.8 930.2 20
R7TAF T004-41-7 NH; 350 819 86.0 903.7
[CsHGN] 594-39-8 1-CH, NH, 903.6 837.8 -6
87TAF T004-41-7 NH; 350 819 87.9 906.8
S6TAF/ANV T604-41-7 NH, 350 819 80.3 899.3
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Tanii 2. Summary of proton transter thermochemical data for each base M, sorted by gas basicity of M—Continued

{Formula| Reg No(M) Base(M) GB(M) PAM) AS,(M)
YrSquib Reg NoiR) Base(R) T(K) GB{R) AGB(MR.,T) GB(M) PA(R) APAMR}) PA(M) AS,(R) AAS(MR) AS (M)
TOAUE/WER 4-80-5 CH.NH, 298 R64.5 40.0 904.5

[CN] 1962-08-9 SHNCILC(CH)=C, 903.3 929.8 20
STTAF T064-41-7 NH, 350 819 85.6 903.3

[ €L NOP | S0663-05-3 OP(N(CH;),)(CHy), 903.0 935.5 0
STIAE T604-41.7 NH; 350 819 84.7 903.3

S4BOI/HOU 75-04-9 t-C HGNH, ~ 323 8999 29 902.7

[CrgHBeN] 50638-34-5 N.N,2,6-Tetramethylaniline,4-bromo-~ 902.9 935.4 ]
STIAK 7604-41-7 NH, 350 819 84.2 902.9

1€ HNO| 1628-89-3 2-(CH,0)-pyridine 902.8 934.7 2
IAUT/WER [10-%0-1 pyridine 300 898.1 4.4 902.5

STTAE T004-41-7 NH; 350 819 83.3 901.9

SOTA/ANY 7604-41-7 NH,; 350 819 76.1 894.7

TOAULR/BET 74-89-5 CH;NH, 298 8645 38.1 902.6

TOCOO/RAT T004-41-7 NH, 350 819 86.0 904.6

TOAUE/WEB2 124-40-3 (CHL.NH 298 896.5 59 902.3

[ CHNO] 1003-73-2 S-wncthyl-pyridine-1-oxide 202.8 935.2 v
GIMIS/TER 694-59-7 pyridine--oxide 343 8929 9.6 902.8

FCHN, | 694-31-5 L5-Dimethylpyrazole 902.8 934.3 3
S7TAK 7604-41-7 NH. 350 819 84.2 902.7

[ Gl N 3334-89-2 Azetidine, 1-phenyl 902.4 933.2 56
SSCAU/CER See Refs, 902.4

[€yHE, 2N 26458-78-6 1-azabicyclo[2.2.2]-octane.d-cvano 902.3 9131 5.6
87TAF 7664-41-7 NH;z 350 819 84.7 903.1

S6IIEIHON 624-78-2 (CH(C,HNH 3139092 —-59 903.2

SOHEVHON 594-39-8 t-CsH )y NH, 313 9036 -~2.6 900.5

SOHEI/HON 50663-05-3 OP(N(CH),)(CH;)» 3139030 -~0.4 902.5

[CsHEN, | 694-48-4 1,3-Dimethylpyrazole 902.3 933.9 3
&7TAF 7664-41-7 NH; 350 819 83.7 902.3

[CsH,N] 64-04-0 CH:CH,CH,NH, 9023 936.2 -5
RITAF 7664-41-7 NH; 350 819 833 902.2

[CHNO) 5424-19-1 3-C,H,CO-pyridine 9023 934.1 2
9IBER/DEC 13952-84-6 sec-CHyNH, 338 8957 6.9 902.3

9IBER/DEC 110-86-1 pyridine 338 898.1 4.1 902.2

91BER/DEC 108-91-8 c-CHy NH, 338 899.6 3.0 902.2

20S
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Taprr: 20 Summary of proton transfer thermochemical data for cach base M. sorted by gas basicity of M=-Contnued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg No(RY Base(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APA(MR) PA(M) ASLR) AAS(MR) AS (M)
€401, 51102-74-0 CH,=C(SCH;), 902.2 931.1 12
SOOSA/DEL 108-91-8 ¢-CoHy NH, 313 899.6 0.8 900.2
SYONA/DEL. 108-99-6 3-(CHy)-pyndine KIR} 911.6 —6.3 905.2
8OOSA/DIL, 75-04-9 -CyHyNH, 313 8999 1.7 901.3
[CyH;N] 120-72-9 Indole 901.9 933.4 3
S7TTAI 7664-41-7 NH; 350 819 83.3 901.8
[CyllNO | 011-74-5 CeHsCON(UH, ), 0L 932.7 5
9HGRU/CAL. 103-69-5: CoHsNHC, H: 1.3-(NH,)-CH, 893-899

108-45-2
BTTAL 7664.41.7 NH, 350 819 833 901.7
[CyH N0, 5744-51-4 1,5-dimethyl-3-cthoxycarbonylpyrazole 901.5 9334 2
Y2IABB/CAB 694-31-5 1,5-Dimethylpyrazole 333 9028 -4 901.4
YIABB/CAR 75-64-9 t-CyHgNH, 333 8999 2.1 901.7
[CHNOSS) 63-68-3 L-Mecthionine 901.5 935.4 -5
DILIHAR Kinetic method-See Refs. 920.5 -1.3
V2GOR/SPE 110-86-1; pyridine; (t-C,Hy)NH, 350 898-900

75-64-9
YOISA/OMO kinetic method-relative order
BTTAF 7664-41-7 NH, 350 819 82.4 901.3
KTROU kinetic method relative order
S3LOC/MCE 76064-41-7 NI, 350 819 824 901.3
FC W NO 18992-80-8 3-(CH,),NCH,COCH, 901.5 928.0 20
R7TTAF 7664-41-7 NH, 350 819 83.7 901.4
[C,H3N] 31002-73-0 Bicyclo[2.2.1]heptan-2-amine,endo 901.3 935.3 -5
T9AUE/BOW 124-30-3 (CH;),NH 298 896.5 4.9 901.3
[C-H..N] 7242-92.4 Ricyclo[2.2.1Theptan-2-amine,exn 201.3 9353 -5
TOAUE/BOW 124-40-3 (CH,),NH 208 896.5 4.9 901.3
[CoHpN,] 3463-26-1 1-methyl-3-phenylpyrazole 900.8 932.6 2
92ABB/CAB 75-64-9 t-C HgNH, 333 8999 1.9 901.5
92ABB/CAB 5813-64-9 neo-CsHy NH, 333 894.0 6.3 900.0
[C38] 109545-35-9 C,S 900.5 933 0
9ZMAC/SUD theory 298 933
[CroH N, T 3463-27-2 1-methyl-5-phenylpyrazole 900.5 9324 2
Y2ABB/CAB 594-39-8 t-CsHy NH, 333 903.6 -35 899.8
92ABB/CAB 75-64-9 t-CHyNH, 333 899.9 1.5 901.2
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TasLk 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continue
yolyg Y & Y 1

frormumal No(Mv) Base(v) GB(M) PA(M) AS, (M)
YrSquib Reg NofR) Basc(R) T(K) GB(R) AGB(M.R.T) GB(M) PA(R) APA(M.R) PA(M) AS (R} AAS(MR) AS(M)
1 C N, | 3347-02-4 3(5)-methyl-5(3)-phenylpyrazole 900.2 932.1 2
92ABB/CAB 75-64-9 1-C,HyNH, 333 899.9 0.7 900.3
D2ABB/CAB 04-31-5 1.5-Dimethylpyrazole 333 9028 -2.7 900.1
| CsHN; ) 67-51-6 3,5-dimethylpyrazole 900.1 933.5 -3
O2ABB/CAB 110-80-1 pyridine 333 898.1 1.8 900.1
VIABB/CAB 594.30-8 1-C4H, NH, 333 903.6 -5.9 897.6
O2ABB/CAR 75-0-4-9 1-C4HyNH, 333 899.9 0.3 900.1
STTAE T00-4-41-7 NH; 350 819 83.7 902.6
[CsH N Oy 56-85-9 L-Glutamine 900 937.8 —18
GD3LIHAR Kinetic method 938
Q2GOR/SPLE 110-86-1; pyridne: (t-C,HgINH, 350 898-900

75-64-9
YOISA/OMO kinetic method-relative order
STTAF Tod4-41-7 NH, 350 819 68.6 888.2
7RO Kinetic method-relative order
R3ILOC/MCT T604-41-7 NH, 350 819 68.6 888.2
[CiH04P] 121-45-9 P(OCH;)3 899.9 929.7 9.1
SOHODR/MCD 108-91-8 ¢ CoHy NH, 300 899.6 04 900.0
KOHOD/MCD 110-86-1 pyridine 300 898.1 1.7 899.8
[CH N 75-64-9 t-C HyNH, 899.9 934.1 —~6
9ISZUMCM 115-11-7 (CH),C=CH, 600  775.6 111.7 895.1 802.1 131.8 9339 20 —33.5 -13.5
GIMAUYSIE 75-31-0 i-CH;NH, 600 889.0 15.1 903.4 923.8 10.0 933.9 -8 84 0.4
QIMALU/SIE 110-86-1 pyridine 600 898.1 —-04 900.1 930 54 9354 2 -92 72
GIMAU/SIE 75-04-7 C,HNH, 600 878 272 905.5 912.0 259 937.9 —-5.1 2.1 ~3.0
NIVAK 1004-41-7 NH, 350 819 81.5 900.4
SITAF 7664-41-7 NH; 350 819 8L.5 900.4
8ILOC/MCT 7664 41-7 N, 350 819 81.5 900.4
SOMAU 7604-41-7 NH, 550 819 70.7 889.6
TIMAU 107-10-8 n-C3H;NH, 514 883.9 13.8 897.9
TOAUE/WER 74-89-3 CH:NH. 298 864.5 35.1 899.6
T5EAF TGO3-41-7 NIT; 350 210 78.3 807.2
TSARN 7664-41-7 NH; 350 819 783 897.2
T2HEN/TAA 766-4-41-7 NH; 350 819 80.5 899.5
T2AUE/WEB 74-89-5 CH;NH- 298 864.5 34.2 898.7
72ARN/JON T664-41-7 NH; 350 819 80.5 899.5
L€l 30,1 33100-27-5 15-Crown-8 899.7 a4z g _39
92LIO/BRO kinetic method
84SHA/BLA 372-48-5 2-F-pyridine 500 8527 339 8948 884.6 54.0 938.5 2 —41 -39
8IMAU 289-80-5 Pyridazine 600  877.1 75 898.7
8IMAU 110-86-1 pyridine 600 898.1 =79 902.5

t0S

SVIT 'O 'S ANV HILNNH “1°'d "3



Tapre: 2. Summary of proton transfer thermochemical data for each base M. sorted by gas hasicity of M-~ Contimued

{Formula| Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Rep No(R) Base(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R) APA(M.R) PA(M) ASyR) AAS(MR) AS (M)
[C N} 108-91-8 ¢-CoH  NH, 899.6 934.4 -8
SOTOM/ABR 766:4-41-7 NH, 298 819 75.7 894.7
STTAL TO04-41-7 NH, 350 819 80.1 899.2
SYTAL To64-41-7 NH, 350 819 80.1 899.2
T6AUL/WER 74-89-5 CHNH, 208 864.5 351 899.6
TSTAL 7604-41-7 NH, 350 819 80.1 899.2
TSARN T604-41-7 NH; 350 819 80.1 899.2
7Y AM/KER To04-41-7 NH; 600 819 816 901.1
[CalN,0] 632-22-4 [(CHLNLC=0 899.6 930.6 5
STTAF T604-41-7 NH, 350 819 81.0 899.4
SOTAF/GAL 7604-41-7 NH; 350 819 311 899.6
[ClNO| 23135-18-4 2-propenamide N,N-dimethyl- 899.4 930.3 5
QOWOL/GRU [ H)-86-1 pyridine 320 898.1 0.8 898.9
QOWOL/GRU 75-04-9 1-CyHGNH, 320 899.9 0.2 899.9
1C,H,.NO| 10335.14.6 trans 3 Aminobicyclo] 2.2.2]Joctan-2 ol 299.3 933.1 -5
SIOU/RLUE 108918 IEATINITR 1300 899.6 04 899.2
[C ol CINY 2873-89-4 4-CICH,N(C,H), 899.2 931.0 2
NSLLAIAC 121-09-7 C,HN(CHY), 320 9092 10.0 899.2
€N 108.45.7 LG HL(NHL), 800.2 929.9 5.8
STLAU/NIS 02-53-3 CoHsNH, 600 850.6 51.0 900.5
TSLAU/SAL 7664-41-7 NH; 600 819 824 897.8
1C N, O 14486-13-6 met-val $99.0 NE NE
93GORIAMS FHO-86- 12 C:HsN: (-CyHy)NH, 350 898-900

75-64-9
[CHNSS| 96-50-4 2-Aminothiazole 898.7 930.6 2
S7TAI 7664-41-7 NH. 350 R19 R0 1 ROR 7
[CHNS | 3581-87-1 2-Methylthiazole 898.7 930.6 2
R7TAF 7604-41-7 NH; 350 819 80.1 898.6
[CH,N; | 13351-73-0 1-methylbenzotriazole 898.7 931.2 0
SUTOM/ABB 108-91-8 ¢-CH, NH, 298 899.6 0.8 900.5
RUTOM/ABB 110-86-1 pyridine 208 898.1 -13 896.9
[C:1N;] 95935-55-0 9,5-metheno-5H.7H-pyrimidol{ 1,6-a:3,4- 898.7 931.1 0

a' Ihisazepine

8OHOU/FEN 110-86-1 pyridine 313 8981 0.4 898.6
[Col1 ) NO] 100-10-7 4-CHOCHN(CLHL,), 898.3 924.8 20
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Taper 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula| Reg No(M) Base(M) GB(M) PA(M) AS,(M)
Yriquib Reg NotR) Base(R) I(K) GUB(R) AUB(MK,/) GB(M) PA(R) APA(M,R) PA(M) ASP(R) AASP(M.R) AS[,(M)
R7TAF 76064-41-7 NH; 350 819 80.5 8982
[CgH,FN] 103-46-3 2-FCH,N(CH,), 898.3 924.8 20
STTAL T604-41-7 N, 350 819 80.5 898.2
[CHGN] 2510-22.7 4-ethynyl-pyridine 898.2 930.1 2
YISHE/STE See Refs. 930.1+4.6
[ € H,N] 38697-07-3 (CH3),C=NH 898.2 9323 _s58
SITELL/DIX 124-40-3: (CH,NH; (1-C H)NH, 896-900

75-64-9
[C 08I} 1833-53-0 CH,=(CH;)OSi(CH};); 898.2 930.6 0
S2HEN/WEIL 124-40-3; {CH,)sNH: -C,H,NH, 896-900

75-64-9
[CyH 4,0, 621-23-8 1,3,5-CH;(OCHy); 898.2 926.7 13
KTTAF T664-41-7 NH, 350 819 80.1 898.1
83TAFR2 T604-41-7 NH, 350 819 80.1 898.1
[CsHN] 110-86-1 pyridine 898.1 930 2
OTEAS/SMI theory 298 22
9SSMURAD theory 298 9298
9SCHY/SQU 7664-41-7 NH; 298 853.6 78.7 9323
9IMAU/SIE 75-31-0 i-CH,NH, 600 889.0 109 896.9 923.8 5.9 929.7 -8 75 —05
OIMALYSIE 75-04-7 C.HsNH, 600 878 238 899.7 912.0 159 9279 —5.1 13.0 79
STTAE 7664-41-7 NH; 350 819 80.5 899.1
ROTAF/GAL 7604-41-7 NH; 350 819 80.5 899.1
S8OMALU/LIE 110-86-1 pyridine 600  898.1 0 898.1
XI1ALE 1604-41-/ NH; 350 By 31U ¥99.6
8IMALU/SIE 110-86-1 pyridine 425 898.1 0 898.1
S3IMAU 110-86-1 pyridine 600  898.1 0 898.1
S8OMAU/HAM 110-86-1 pyridine 600  898.1 0 898.1
S8OMAU 7664-41-7 NH; 550 819 724 889.3
TIMAU 107-10-8 n-C;H;NH, 520 8839 12.6 8949
T3LAUMAL T004-41-7 NI, 600 819 73.6 890.1
77COO/KRU relative order-See Refs.
76AUL/WEB 74-89-5 CH,NH, 298 8645 337 898.2
75TAF 7664-41-7 NH, 350 819 77.8 896.4
TSAUE/WERB2 74-89-5 CH;NH, 298 864.5 312 895.7
7SARN 7664-41.7 NH; 350 819 778 896.4
72BRUYAM 7661417 NH, ANO R19 778 804.3
{CyeH;5;05] 143-24-8 CH;O[CH,CH,0],CH, 897.8 953.8 —79
92LIO/BRO kinetic method
GISHA/BLA 172-48-5 2-F-pyridine 500 8527 289 897.8 884.6 69.0 953.6 2 -8l -79
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TasLE 2. Summary of proton transfer thermochemical data for cach base M, sorted by gas basicity of M- Continued

|Formula | Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg NoiR) Basc(RY T(K) GB(R) AGB(M.R.T) GB(M) PA(R) APA(M.R) PA(M) AS(R) AAS(MR) AS (M)
[CoHN,P) 1608-26-0 P(N(CH,),), 897.7 930.1 0
RSBOL/ATOU 124-40-3 (CH).NH 323 896.5 13 897.7
[CsHNOY 109-00-2 3-(OH)-pyridine 897.7 929.5 2
QTAUE/WEB 110 86-1 pyridine 300 898.1 —05 897.7
[CHH,N, | 52096-24-9 n-Butylpyrazole 8973 928.8 3
STTAE T004-41-7 NH, 350 819 78.7 897.2
1O HN,0) 2835-68-9 4-NH,-C,H,CONH, 896.9 9279 5
DIGRU/CAL 130532-84-6: 2-butylumine: CsHsN 896-898

110-86-1
[ O ENO] 33322-64-4 3-F-CHCON(CH,), 896.9 9279 5
QHGRUJCALL 13952-84-0: 2 butylamine; CsHsN 896-898

[10-86-1
1CH,INO | 24167-56-4 4-F-C H,CON(CH,), 896.9 927.9 5
OHGRU/CALL (3052-84-6: 2-butylamine: CHN 896-898

110-86-1
10,1,,0CINO 24167.82.0 3.CLCH,CON(CH,), 296.9 927.9 5
VAGRU/C AL, 13952-84-6: 2-butylamine: CsHsN 896-89%

110-86-1
[Collj, CINO | 14062-80-7 4-CI-C H,CON(CH;,), 896.9 927.9 5
QIGRUVCAL 13952-84-6; 2-butylamine: CsHN 896-898

110-80-1
[C,HNO| 141-43-5 NH;(CH,),0OH 896.8 930.3 -33
SOMAU/MAM 124400 3 (CH.)-NH 600  896.5 0 896.8 929 5 (£33 9202 -2 —1.3 —-3.3
[CsHgN, | 1072-68-0 1,4-Dimethylpyrazole 896.8 928.4 3
STTAE 7664-41-7 NH;, 350 819 78.3 896.8
1C4HNO| 26153-90-2 neo-CsH CON(CH,), 896.7 927.7 5
STTAF 7664-41-7 NH, 350 819 783 896.7
[C1yH3N] 2016-57-1 1-(C,H; )NH, 896.5 930.4 -5
TIAUL/BOW 124-40-3 (CH;).NH 298 896.5 [} 896.5
[C,HN] 124-40-3 (CH,),NH 896.5 929.5 -2
Y7EAS/SMI theory 298 —19
9ISZUMTM 75-64-9 -C4H4NH, 600 899.9 =33 895.3 934.1 -38 930.4 -6 0.8 -52
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Tate 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

{Formula] Rey Nofd D) Base(M) GB(M) PA(M) AS, (M)
YrSquih Reg No(R} Base(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R) APA(MR) PA(M) AS,R) AASMR) AS (M)
DISMI/RAD theory 298 931.7
GISMIRAD theory 0 925.9
GISMIRAD theory 600 936.4
GINAL/SHE: 110506-1 pyridine 600  898.1 -42 895.2 930 0.8 930.8 -15 -55
GIMAL/SIE 75.31-0 i-CH NH, ouy  859.0 7.9 §93.1 923.8 5.0 928.8 3.0 —3.0
KTTAY TOO4-+41-7 Nif, 350 819 78.3 897.0
RTBIS/RUIEL appearance 95515
NITAE T664-41-7 NH, 350 819 78.3 897.0
RILOCNCT 7004-41-7 NH, 350 819 76.9 895.7
TOAULWER 74-89-5 CH;NH, 298 864.5 322 896.7
I5TAE 7604-41-7 NH: 350 819 76.9 895.7
TSAUE/WER2 74-89-5 CH;,NH, 298 864.5 317 896.2
TSARN T004-41-7 NH, 350 819 76.9 895.7
TIHEN/TAA T604-41-/ NH, 350 819 76.9 895.7
TIBRUYAM 7664-41-7 NH; 600 819 76.6 894.2
T2AUWIER 74-89-5 CH,NH, 298 8645 333 897.7
T2ARN/JON ToO4-41-7 NH; 350 819 76.9 895.7
[Cl,CIN| 698-69-1 4-CICHN(CHy), 896.4 9229 20
STIAE 100441/ NH, 50 819 787 806.1
1€y NOS | 7290-99-5 3-CH;0-C,H,CON(CHy), 896.0 927.0 5
OIGRUICAL 103-09-5: CHNHC Hg: 1.3-(NHy,-CoH, 893-899

108-45-2
[CallNO| 6935-65-5 3-CHy-CgH,CON(CHy), 896.0 927.0 5
QAGRUCAL 103-69-5; C,HNHC Hg: 1,3-(NH),-CoH,y 893-899

108-45-2
[CHNO] 14062-78-3 4-CH;-CH;CON(CH,), 896.0 927.0 5
YIGRUVCAL 103-69-5; CHsNHC,Hs: 1.3-(NH,),-CoHy 893-899

108-45-2
1C iyl 275-51-4 arzulene 896 925.2 1
GIMAU/SIE 110-80-1 pyridine 600 ROR | 13 R96 7 910 —47 958 b3 % 12
QIMALYS 121-69-7 C HN(CH ), 600 909.2 -84 898.1 941.1 —18.0 923.1 2 16.3 18.3
9IMAU/SIE 75-31-0 i-C3H,NH, 600 889.0 10.0 8933 923.8 0.4 924.2 -8 15.9 79
S7TAF 76064-41-7 NH; 350 819 108.5 926.6
BITAF2 T604-41-7 NH; 350 819 108.5 926.6
SOMAU 110-86-1 pyridine 550  898.1 0 895.9
TTWOL/ABB 87-85-4 (CH4),-C, 350 836.0 82.8 919.6
7SWOL/HAR 7604-41-7 NH; 350 819 103.3 921.5
| € oH;NO) 33701-54-1 S-amino-tricyclo[4.4.0.0**]decan-4-ol 896.0 928.4 0
82HOU/RUF 110-86-1 pyridine 300 898.1 =21 896.1
SIHOU/RUF 108-91-8 c-C Hy NH, 300 899.6 - 38 895.8
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Sunmmary of proton transfer thermochenncal data for cach base M. sorted by gas basicity of M Continued

[Formulal Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg NotR) Base(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APA(M.R) PA(M) AS(R) AAS(MR) AS (M)
FCH N 3218-02-8 ¢-Col1y CH,NH, 895.8 926.6 5.6
STTAL TOO4-41-7 NH; 350 819 773 895.7
|C4H N 13932-84-6 see-CyHNH, 895.7 929.7 =5
TOAUE/WEB 74-89-5 CHNH, 298 864.5 3.2 895.7
T2AUE/WEB 74-89-5 CH,NH, 298 8645 293 8938
[CxHN| 696-18-4 Aziridine, 1-phenyl 895.7 926.5 5.6
SMUALUEK see Kers 895.7
[ €N, 90196-91-1 -azahicyclo] 2.2.2|-octane, 2-cyano 895.6 926.4 5.6
SONETON 110-86-1 pyridine 313 898.1 2. 895.6
SOHEVHON 108-91-8 RATINIIR 313 8996 38 895.6
{CHLNO} 73495-63-3 3-Amino-tricyclo| 7.3.0.0**dodecan-2-ol 895.6 928.0 0
SAOU/RUYE 110-80-1 pyridine 1300 898.1 =21 896.1
RANOU/RUE [08-91-8 ¢-CoHy NH, 1300 899.6 —38 895.8
HAUTOU/RUT [REEREINES see-Cyl NI 1200 8957 0.8 894.9
| CsHEN, | 2820-37-3 3(5),4-dimethylpyrazole 8954 927.3 2
DIABB/CAL 5813-04-9 neo CJH, NH. 333 8940 895.9
D2ABB/ICAB 110-86-1 pyridine 333 8081 - 894.9
[ €, H,,NO | 2133171 3 t C4HL,CON(CHL), 895.2 927.1 2
OTHONM/HER 110-80-1 pyridine 333 8981 —-24 895.8
OTHON/HER 3813-64-9 neo-CsHy NH, 333 8940 1.0 894.7
1C L0, 66226-75-3 CH,O[ CHLCH,CHLO,CH, 895.1 NE NE
92LIO/BRO 204-93-9; 12-crown-4: 15 891-900

33100-27-5
[ CaHENLS | 534-13-4 SCINIICH;), 895.1 926.0 5
OIARRAIO 73-61.0 VN, 232 R00.0 —3.0 806.5
O3ABB/MO 110-58-7 n-CsHj NH, 333 8895 4.4 893.6
[C4HN] 111-86-4 n-(CyH,;)NH, 895.0 9289 -5
TOUAUE/BOW 124-40-3 (CHy)LNH 298 896.5 -1.5 895.0
1CHNOT 694-85-9 1-Methyl-2-pyridinone R94R w58 5
BTTALIY TOO4-41-7 NH, 350 819 76.4 894.9
TOAULYBLET 74-89 CH N, 298 864.5 31.7 896.2
TOCOOKAT 11H0-86-1 pyridine 350 898.1 ~4.6 8934
[C7HLNO,] 24539-09-8 Pyridine-4-carboxylic acid, methyl ester 894.7 926.6 2
9EAULE/WEB HO-86-1 pyridine 300 898.1 —0.5 897.7
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Tanti: 20 Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Farmnlal Reg No(M) Base(M) GB(M) PA(M) AS, (M)
YiSyuib Reg NotR) Base(R) T(K) GB(R) AGB(MR,T)  GB(M)  PA(R) APA(MR) PA(M) ASL(R) AASMR) AS,(M)
8TUAR 7664-41-7 NH; 350 819 732 §91.8

[CHNS | 57-14-7 (CH,),NNI, 894.7 927.1 0
NTVAL 7604417 NH, 350 819 713 896.0

SAMAT/NIED. 110-80-1 pyridine 600 898.1 ~54 893.3

SITAL2 T604-41-7 NH, 350 819 76.9 895.6

T5TAE 7604-41-7 NH, 350 819 74.1 892.8

TSARN T604-41-7 NH, 350 819 74.1 892.8

| ¢ HNO| 109-85-3 CHROCH,CH,NH, 894.6 928.6 -5.1
TIAUL/WER tO7-10-8 n-CH;NH, 298 8839 10.7 894.6

[C,HNO| H030-18-6 Acetylpyrrolidine 894.4 9254 5
STTAL T604-41-7 NH, 350 81y 710.0 894.4

1CHENO| 685-91-6 CH3CON(C,Hy), 894.4 925.4 5
STTAR 7664-41-7 NH; 350 819 76.0 894.4

| ColIgN} 6921-29-5 (HCCCH,);N 894.4 925.2 5.6
8TTAI 7004-41-7 NH a0 81y 710.0 ¥94.4

NITAI2 T604-41-7 NH; 350 819 76.0 894.4

TSTAI 7664-41-7 NH, 350 819 732 891.6

T5ARN T604-41-7 NH, 350 819 73.2 891.6

{CHNS | 631-67-4 CH,C(S$)N(CH}), 894.4 925.3 5
9OIABB/MO 110-86-1 pyridine 333 898.) -20 896.1

93IABB/MO 6921-29-5 (HCCCH.LN 333 8944 0.9 895.3

9IABB/MO 110-58-7 n-CsH, NH, 333 8895 25 891.7

| €l aNO, | 1202-25 4-(CH,),;NC,H,COOCH, 894.1 920.6 20
RTTAF 7664-41-7 NH, 350 819 76.4 894.1

[CoH3NOT 15799-79-8 3-Methoxy-N,N-dimethylbenzenamine 894.1 920.6 20
87TAF 7664-41-7 NH, 350 819 76.4 894.1

[C711,01 502-87-4 4-Methylene-2,5-cyclohexadiene-1-one 894.0 923.8 9
7IDIT/NIB 7664-41-7 NH; ~300 819 75 894 See Refs.

CsH3N] 5813-64-9 neo-CsH,,NH, 894.0 928.3 —6
87TAF T664-41-7 NH; 350 819 74.6 893.6

83TAFR2 7664-41-7 NH; 350 819 737 892.7

T6AUE/WEB 74-89-5 CH;NH, 208 8645 29.8 8943

[C,HgNg1 27258-04-4 Di(1-pyrazolyl)methane 893.9 924.7 58
87TAF 7664-41-7 NH, 350 819 75.5 893.9
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Tasik 20 Summnary of proton transler thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula) Reg No(M) RBase(M) GB(M) PA(M)
YrSquib Reg NotR) Basc(R) T(K) GB(R) AGB(MR.T) GB(M) PA(M) AS,R) AAS(MR) AS, (M)
[CHNO,) 93-60-7 meethylnicotinate 893.8 925.6
D IBLER/DEC 107-10-8 W-CRE NI, 238 8839 2.8 $03.5
GIBER/DEC 110-80-1 pyridine 338 898.1 -4.9 893.3
DIBER/DEC IO 18 Morpholine 338 8912 1.0 892.1
GIAUE/WER T1H0-80-1 pyridine 300 898.1 0.5 897.7
RTTAI T4 41-7 NH, 350 819 73.7 892.3
€ HNLO | 17385-00.8 tye-val 8036 NE
Y3GOR/AMS 75-31-0; (1-C{HNH 0 CsHN 350 889-898

110-86-1
[C )N, 04 3918-90-9 phe-val 893.6 NE
Y2GOR/AMS 75-31-00 (i-CyHNH,: CUHGN 350 889-898

1T0-86-1
[C 1 :N] 111-26-2 n-C4H;;NH, 8935 927.5
JOAUE/BOW 124 40-3 (CH.NH 298 8965 29 893.5
TIAUENAVER 107-10-8 n-CHoNH, 298 883.9 9 888.8
[ CxH N0, S744-40-1 1,3-dimethyl-5-cthoxycarbonylpyrazole 893.1 924.9
OIABBCAR SK13-64-9 neo-CgHy NH, 333 8940 02 8939
O2ABB/CAR 109-73-9 n C,HONH, 333 886.6 4.8 891.1
YIABB/CAB 75-64-9 1-C,H,NH, 333 8999 -5.5 894.1
PO N 103-69-5 C H:NHC;H; 892.9 9224.8
SIMCL/CAM 13952-84-0 see-CyHoNH, 425 925.1
SIMCT/CAM t11-26-2 n-C,H, NH, 425 9245
T8LAU/SAL 76064-41-7 NH, 600 819 7190 893.5
T3IYAM/KEB TO64-41-7 NH,; 600 819 77.0 893.5
[CHNOJ 694-59-7 pyridine-1-oxide 8929 923.6
YIMIS/TER T604-41-7 NH; 343 819 72.4 890.9
TUNEAL TO7-1-8 n-C ;H;NH, 250 833.9 13.4 894.0
[C,0P] 3131-06-9 2-Methoxy-1,3,2-dioxa-phosphorinane 892.8 925.3
SOHOD/HOU 110-86-1 pyridine 320 898.1 54 892.7
[C H,Se,) 99030-02-1 CH,=C(SeCHy), $92.6 9215
ROOSADLL 110-58-7; w-CsHy N, CHLCTINTCHl 313 890-896

13952-84-6
[Cel1,NOT 931-20-4 " -CHNR-0)1-CH; 892.6 924.4
TYAUE/BOW 124-40-3 (CH,),NH 298 896.5 39 892.6
T9AUE/BET 74-89-5 CH;NH, 298 8645 283 892.8
TECOO/KANT T661 117 NH; 350 210 714 £00.0
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Tawie 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—-Continued

{Formula] Reg No(M) Base(M)
YrSeuib Reg NotR} Base(R) T(K) GB(R) AGB(M.R.T)
1 Cal1404] 112-49-2 CH;0| CH,CHL,0],CH;
Q2LIOMBRO kinetic method-relative order only
SASHAMBLA 372X S 2-F-pyridine 500 8527 209
SAMAL 289-80-5 Pyridazine 600 877.1 —6.3
NAMAL 372474 3-F-pyridine 600 870.1 04
| CH5N] 75-55-8 2-Methylaziridine
TOAUE/BOW 124-10-3 (CH,),NH 298 896.5 -4.4
[CoHNOL | 60-18-4 L-tyrosine
OALITHAR kinetic methad
92GOR/SPE T5-31-00 (i-C 17N H,: pyridine 350

110-80-1
YOISA/OMO kinetic method-relative order
ERA RN To64-217 NI, 350 819 86.5
STBOY kinetic method-relative order
SALOC/MCT 7604-41-7 NH; 350 819 86.5
[ Colly k3N 657-36-3 4-Trifluoromethylpiperidine
RTTAL 7604-41-7 NH, 350 819 732
8¢} 7446-20-2 Sc
SULLK/SUN Sce Refs.
R4TOLBEA See Refs.
[CHENO| 21678-37-5 i-C H,CON(CH;),
VTHOM/HIER 107-10-8 n-C;H;NH, 883.9 78
GTHON/HER 3813-64-9 neo-CsHy NH, 894.0 — L5
[CHL,NO| 872-50-4 1-Methyl-2-pyrrolidinone
R7TAI T604-41-7 NH; 350 819 71.8
TOAUEMBLET 74-84-5 CH,NH, 298 864.5 283
[ CHgN, O] 70-47-3 L-Asparagine
QILIHAR kinetic method-See Refs
Y2GOR/SPE 75-3105 (i-C;H7)NH,: pyridine 350

110-86-1
QOISA/OMO kinetic method-relative order
STIAE 7664-41-7 NH, 350 819 5.1
8780} kinetic method-retative order
RIL.OCMCT T664-41-7 NH, 350 819 75.1
[CalEN,S] 96-45-7 2-imidazolinethione
93IABB/MO 73-64-9 -C4H NH, 333 8999 -7.2
93IABB/MO “110-58-7 n-CsH N, 333 8895 =0.1
93ABB/MO 107-10-8 n-C, H;NH, 333 8839 8.7

GB(M)
GB(M)

8924
888.6
895.1
893.0

892.1
892.1

892.1

889-898

905.4
905.4

892.0
892

892.0

891.8
8914
892.2

891.6
890.4
892.8
891.5

889-898

894.6
894.6

891.2
892.3
889.1
8923

PA(R)

884.6
907.2
902.0

APA(M.R)

56.1
38.1
510

PA(M) AS,(M)
PA(M) AS(R) AAS(MR) AS (M)
946.6 -
940.6 2 =71 —69
9453 78 -74 —66.2
953.0 2 -85 -83
925.1 -2
926 -5
926 -37
925.1 -2
914 35
9149
907.5
923.7 2
923.5 2
929 -17
929 -17
921.9 58

(45}

SVIT 'O 'S ANV HILINNH 11 'd '3



Fante 200 Summary of proton transter thermochemical data for cach base M. sorted by gas basicity of M— Continued

[Formula | Reg No(M) Base(M) GB(M) PA(M) AS (M)
YiSquih Rey NotR) Base(R) T(K) GB(R) AGB(MR,7)  GB(M)  PA(R) APA(M.R) PA(M) ASR) AAS(MR) AS, (M)
[CHNO] 110-91-8 Morpholine 891.2 924.3 -2
TAIALH/WER 107 1R n-CHNH, 298 8839 7.3 891.2
1C;11,0] 339-80-0 2,4.6-Cycloheptatriene-1-one 891.0 920.8 9
NACASARE: 107-10-8; CHNH: pyridine 884-898
110-80-1
TTDITINIG To64-41-7 N, 300 819 92 911
[N 15802-80-9 3(5)-t-burtylpyrazole 891.0 922.8 2
Q2ABB/CAB 109-73.9 n-(;HGNH, 333 880.6 4.1 890.4
D2ABB/CAR S813-04-9 neo-Coty NH, 3338940 =21 891.6
(O N] 78-81-9 i-C NI, 890.8 924.8 -5
TONGIIW LB 74-8Y-2 CHNH, 298 3040 20.4 ¥U.8
TSARN To0441-7 NH, 350 81y 783 897.2
TIAUVEAVER 74-89 5 CH;NI, 298 864.5 234 887.9
[ CHLNO| 760-79-2 0-CILCON(CH ), 890.8 921.7 5
STEAE Too4-41 7 NH; 350 819 72.3 890.7
1Cal1,,051 294.93-9 12-crown-4 890.5 927.2 ~14
92LIO/BRO Kinetic method
NISHAMLA 172 8 S 2 F pyridine 500 8527 24 887.2 884.6 45.0 930.2 2 —-29 =27
RIMAL 110-86-1 pyridine 600 898.1 —11.5 891.4 930 -5.0 925.0 2 —11 -9
SANAL 289-80-5 Pyridazine 600 8771 6.0 889.7 907.2 138 921.0 7.8 -13 =52
[CHUEN, | 13436-48-1 1-methylindazole 890.5 922.4 2
NN ; 057-30-3 A-Trittuormethylpiperidine ~300  892.0 -13 890.8
1628-89-3 2-(CH,O)-pyridine ~ 300 902.8 —10.5 892.3

TATICLA 119-73.9 n-C,HONH -300  886.6 33 890.0
§TTAL T6o4-41-7 NH, 350 819 71.4 890.0
SHELA/MAQ kinetic method ~891.2
[C5H,N] 100-61-8 C HNHCH, 890.1 916.6 20
TSLAU/SAL 7664-41-7 NH, 819 63.2 89(0.1
TIBRUYAM 7664-41-7 NH; 819 63.2 890.1
[[SNI SO N 4683-45-8 3-Methoxy-5.5-dimehtyleyclohex-2-enone 890.1 922.6 0
STTAF T604-11-7 NH; 350 819 71.4 890.1
1.C3HsN; ] 1820-80-0 3(5)-aminopyrazole 889.6 921.5 2
V2ABB/CAB 3813-64-9 neo-C. Hy NH, 333 894.0 -34 890.4
92ABB/CAB 1089-73-9 n-C HyNH, 333 886.6 2.6 888.9
[CsHpN] 110-38-7 n-CsHj,NH, 889.5 923.5 -5
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TaBLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula}
YrSguib

TOMALU
TOAULE/BET
T7COO/KRU

[CALNO|
STIAE

[CHCING
TYAUL/BOW

| CoH N
TIAUL/WEB

[ C3H,N]
OIMALYSIE
GIMAUYSIE
QIMAU/SIE
RTTAL
SOMAU/LIE
SITAI
TOAUL/WIERB
ISTAE
J2HEN/TAA
TIAUL/WIEB
T2ARN/JION

[Coll, NO, |
OILIIAR
92GOR/SPE

QOISA/OMO
STIAF
37B0O)
83LOC/MCI
TOMAU/HUN
TIMAU/HUN

{C3H5NO,]
RTTAF
RILOC/MCI
[CHNO,]
93LI/HAR
92GOR/SPE

90ISA/OMO

Reg No(M) Base(M) GB(M) PA(M) AS,(M)
Reg No(R) Base(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R) APAM.R) PA(M) AS,(R) AAS,(MR) AS(M)
107-10-8 n-CH;NH, 535 8839 33 887.2
74-89-5 CH,NH, 298 8645 273 891.8
relative order-See Refs
1187-58-2 CHzCONHCH; 889.4 920.4 5
T664-41-7 NH; 350 819 70.9 889.4
3678-62-4 2-Cl-4-(CHy)-pyridine 889.4 921.2 2
74-80-5 CHNH, 208 864.5 249 889.4
111-68-2 n-C;H :NH, 889.3 923.2 -5
107-10-8 n-CH;NH, 298 8839 54 889.3
75-31-0 i-C3H,NH, 889.0 923.8 -8
75-04-7 CyHNH, 600 878 13.0 891.8 912.0 124 924.1 -5 1.7 -34
288-47-1 thiazole 600 8721 904 28.0 932.0
372-47-4 3-F-pyridine 000 870.1 18.0 891.1 902.0 25.9 927.9 2 ~134 —11.4
7004-41-7 NH, 350 819 70.5 889.6
110-%6-1 pyridine 600 898.1 —14.4 886.7
7604417 NH, 350 819 70.5 889.6
74-89-5 CH NH, 298 8645 259 890.4
7604-41-7 NH, 350 819 70.5 889.6
70641417 NH, 350 819 70.5 889.6
74-89-5 CH,NH, 298 864.5 239 888.4
T604-41-7 NH, 350 819 70.5 889.6
63-91-2 L.-phenylalanine 888.9 9229 -5
kinetic method 915
T5-31-0: (i-CH;)NH,: pyridine 350 889-898
110-86-1
Kinetic method-relauve order
T604-41-7 NH, 350 819 76.4 895.4
kinetic method-relative order
7604-41-7 NH; 350 819 76.4 895.4
109-73-9 n-C HyNH, 570 886.6 -38 882.1
02-53-3 C,HsNH, 500  850.6 259 8719
107-97-1 Sarcosine 888.7 921.2 0
7664-31-7 NH, 350 819 70.0 888.7
7664-41-7 NH, 350 819 70.0 888.7
72-19-5 L-threonine 888.5 9225 -5
kinetic method 911
110-86-1: pyridine: (t-C,Hy)NH, 350 898-900
75-64-9

kinetic method-relative order

1451
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Fasir 200 Summary ol proton transfer thermochemical data for cach base M, sorted by gas basicity of M- Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg NofR) Buse(R) T(K) GBR) AGB(MR.T)  GB(M)  PA(R) APAMMR)  PAM)  AS(R) AAS(MR) ASM)
RTTAE 7664-41-7 NH, 350 819 69.6 888.5
R7BOJ Kinetic method-relative order
S3LOCMC TOO+-41-7 NH; 330 819 69.0 888.3
[ CH NG| 120-73-0 Purine 888.2 920.1 2
TOMALT 107-10-8 1-C H,NH, 515 8839 59 888.2
TSWIL/MCC T4-89-5: CILNH,: (CT1),NH 864-896

124-40-3
[ CHy NO, | 26629-33-4 CH;CONHCH(CHy) COOCH; 888.0 938.6 —61
BAMAL 372-47-4 3-F-pyridine 600 870.1 0.8 889.8 902.0 40.2 942.1 2 —65.7 ~63.7
SIMALU 372-48-5 2-F-pyridine 600 8527 14.6 886.2 884.6 515 936.0 2 -61.5 59.5
[ Gyl F NS | #585 3-(SCFICHN(CH,), 887.7 914.2 20
STTAL 76004-41-7 NH, 350 819 70.0 887.7
1CHNO| 145355-49-3 CH,NCCCO 887.5 920 0
OIFLANTAN theory - 920
[C HN]| 625-84-3 2,5-Dimethylpyrrole 887.1 918.7 3
SOMALUVLIL 110-86-1 pyridine o600 898.1 —=105 887.4
ROMALYLIE 372-47-4 3-F-pyridine 600 870.1 16.7 886.5
| C4HgIN| 462-41-9 FCH,CH,CH,NH, 886.9 920.9 -5
TUALTE/BOW 74-89-5 CH, NH, 298 864.5 22.5 886.9
[CHN;) 13012-16-3 N,N,2,6-Tetramethyl-4-cyanoaniline 886.8 913.3 20
STTAE 7604-41-7 NH; 350 819 69.1 886.8
|CyH N 109-73-9 n-CH,NH, 886.6 921.5 -8
STTAE T0604-41-7 NH; 350 819 66.8 885.9
bRy B T064-41-7 NH, 250 R19 66.8 885.0
SILOC/MCL T00:4--11-7 NH; 350 819 67.7 886.8
TOMAU 107-10-8 n-C;H;NH, 515 883.9 2.1 886.6
T7ICOOKRY relative order-See Refs.
TOAUE/WERB 74-89-5 CH,NH, 298 864.5 239 888.4
75TAE T604-41-7 NH; 350 819 66.4 885.4
75ARN T604-41-7 NH; 350 819 60.4 885.4
T2AUL/WER 74-89-5 CH;NH, 298 864.5 22.0 886.5
[Mg,] 29904-79-8 Mg, 886.5 919 0
77PO/POR See Refs. 91930
[ColT1N-04] 6620-95-7 ser-ser 886.4 NE NE

S$3TNIOITOW 40 S3ILINIAAV NOLOHd ANV S3ILIDISYE 3SVHd SYD
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Tasie 2. Summary of proton transfer thermochemical data for cach base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS, (M)
YiSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR.T)  GB(M) PA(M) AS,(R) AASMR) AS,M)
OIMOK/BEL 107-10-8: n-CHNH. 2 ClHGNH, 884-889

75-31-0
1 CHN, 04 7361-43-5 ser-gly 886.4 NE NE
QIMCK/BLL 107-10-8: 0-CH,NH,; i-C NI, 884-889

75210
[CHLNO 98-92-0 nicotinamide 886.4 918.3 2
GIBER/DEC 7R-81-9 i-C,H,NH, 338 8908 —0.8 889.8
QIBER/DEC 127-19-5 Dimethylacetamide 338 877.0 58 883.0
[CaH 1N, 0] 80-73-9 1,3,-Dimethyl-2-imidazolidinone 886.0 918.4 0
RTTAL T004-41-7 NH, 350 819 67.3 886.0
[0, H  NOY | 24558-36-9 N.N.2.6-Tetramethyl-4-nitroaniline 886.0 918.4 0
STTAl 7604-41-7 NH, 350 819 67.3 886.0
[CHLNO, | 147-85- L-proline 886.0 920.5 7
GOLEWIZHA 110-80- 1 pytidine: ¢-CoH, N, 898-900

108-91-8
91 VHAR kinetic method-See Refs. 920.5 -7
92GOR/SPE 75-64-9; 75- (1-CyHINH (CHON 350 900-918

50-3
DOISA/ONMO Kinetic method-relative order
R7BO) kinetic method-relative order
S3LOCMCE TOO4-41-7 NH, 350 819 92.0 911.0
TOMAU/HUN 75-64-9 -C,HoNH, 570 899.9 —0.4 899.7
TUMAUMIUN 109-73-9 n-C HyNH, 570 886.6 10.5 896.8
TIYAM/KEB 7604-11-7 NH; 600 819 46.0 865.2
[CaIBrNy 1120-87-2 4-Br-pyridine 886.0 917.8 2
GITAUE/WEB 110-86-1 pyridine 300 898.1 —122 885.9
TOAUVL/WER2 74-89-5 CH;NH, 298 8645 215 886.0
[CGALION| 22157-30-8 CH;C(OCH;)=CHCOOCH; 885.8 916.8 5
9IMOR/MAR 109-73-9 n-C{HyNH, 338 886.6 -1.2 885.0
92IMOR/MAR 107-10-8 n-C3H;NH, 338 883.9 3.1 886.7
| CHCINO] 17228-63-0 6-Chloro-1-methyl-2(1H)pyridinone 885.6 918.5 ~1.9
TOAUL/BET 74-89-5 CH;NH, 298 864.5 210 885.5
[CyH,0] 10599-38-3 2,3.4,5-tetramethylfuran 884.8 91555 58
SSHOU/ROL 107-10-8 n-CH,;NH, 313 883.9 0.4 884.2
85SHOU/ROL 109-73-9 0-C,HyNH, 313 886.6 -1.7 884.8
{SHOU/ROL 75-31-0 i-C3H N, 313 889.0 -33 885.5
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Tasie 2. Summary of proton transfer thermochemical data for cach base M. sorted by gas basicity of M-—Continued

{Formala| Reg No(M) Base(M) GB(M) PAM) AS(M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR,7T) GB(M) PA(R) APA(M.R) PA(M) AS(R) AAS(MR) AS (M)
[C5HNO| 350-03-8 3-(CH,CO)-pyridine 884.3 916.2 2
DIBER/DEC 109-73-9 n-CHGNH, 338 886.6 1.0 8872
DEBER/DIEC 127-19-5 [Zhmethylacetamide 338 877.0 0.8 883.9
STIAL T604-41-7 NIT, 350 819 63.2 881.7
RITAI2 T064-41-7 NH, 350 819 63.2 881.7
| CHLCINY 626-61-9 4-Cl-pyridine 884.2 916.1 2
QTAUT/WIER 110-86-1 pyridine 300 898.1 —12.7 885.5
BITAL 7004-41-7 NIy 350 819 05.0 883.0
SITAL 70064417 NH, 350 819 65.9 884.5
TOAUE/WERB2 74895 CHNH, 298 8645 210 8855
I5TAl 766:4-41-7 NH, 350 819 64.5 883.1
TSARN T604-41-7 Nit, 350 819 64.5 883.1
[CyHN] 107-10-8 n-C;H,NH, 883.9 217.8 =5
STIAF 7664-41-7 NH, 350 819 64.5 8835
SITAF 7664-41-7 NH; 350 819 64.5 883.5
R3ALOCACT 7661417 NH, 350 819 65.9 884.8
TOMAU 107-10-8 n-C,H;NH; 535 8839 0 883.9
TOAUE/WER T4-89-5 CH NH, 298 8645 215 886.0
TSTAF T664-41-7 NH, 350 819 63.6 882.5
TSARN To04-41-7 NH, 350 819 63.6 8825
TAAUL/WER 107 10 8 n-C3H;NH, 298 8839 0 883.9
TIALE/WER T74-R9-5 CHNH. 208 R64 5 19.0 883.5
[CHGN T 2878-14-0 CH,=C(CH)CH,NH, 883.6 917.5 -5
TIAUE/BOW 74-89-5 CHNH, 298 8645 19.0 883.5
[C1HLN,04] 3989-97-7 val-leu 883.6 NE NE
9IGOR/AMS 75-04-7: 75- C,H\NH.: (i-CH;)NH, 350 878-889
31-0
[CiiHHN>0,1 13588-95-9 leu-val ) |R3S NE NE
DGOR/AMS 75-04-7: 75- C,HNH,; (i-C3H;)NH, 350 878-889
31-0
[CyH(NLO,] 27493-61-4 val-ala 883.5 NE NE
93IGOR/AMS 75-04-7: 75- C,H;sNH,: (i-C;H,)NH, 350 878-889
21-0
[CH 3NO, 73-32-5 L-isoleucine 883.6 917.4 -5
93LI/HAR kinetic method 912
92GOR/SPE 75-0-4-7: 75- CyHsNH,: (1-C3H;)NH, 350 878-889
31-0
90ISA/OMO kinetic method-refative order
87TAF 7004-417 NH, 350 819 714 890.3
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Fasie 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

| Formula]| Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(M\R.,T) GB(M) PA(R) APA(M,R) PA(M) AS,(R) AAS,(MR) AS (M)
8730 kinetic method-relative order
RILOCMCL T604-11-7 NH; 350 819 714 890.3
[C 1M N O] 3918-94-3 val-val 8835 NE NE
DIGORIAMS 75-04-7:75- CHHNTL: G-CiHINH, 350 878-889

30
[C7HNO| 1122-54-9 1-(4-Pyridinyl)-cthanone 882.9 914.7 2
VEAULWER 110-80-1 pytidine 300 898.1 14.0 883.5
S7TAN 7604-41-7 NH; 350 8i9 632 881.7
RATAI2 T604-41-7 NH; 350 819 64.1 882.6
TOAUL/BOW 74-89-5 CHNH, 298 8645 19.0 883.5
| CyHL,S] 73509-04-03 (1-adamanty),CS 882.4 912.1 9
VIABB/MO 107-10-8 n-C3H;Ni, 333 8839 -1 882.3
VIABB/MO 107-11-9 H,C=CHCH,NH, 333 8755 7.4 8824
[CYlIgN, | 2458-26-6 3(5) phenylpyrazole 882.3 914.2 2
V2ABB/CAB 109-73-9 n-CyHyNH, 333 886.6 —4.1 8822
9D2ABB/ICAB 107-10-8 n-CH;NH, 333 8839 -1.3 8824
1CHN0) 598-41-4 H,NCH,CONH, (glycinamide) 882.3 NE NE
9OKIN/RID 75-04-7; C,H{NH,: n-C,H,NH, 878.887

100 73 0
| CH,NO| 3710-84-7 (C;H);NOH 882.2 914.7 0
S3BAR/BAS - 107-10-3 n-C3H;NH, 300 8839 -1.7 8822
| Cof1,,0] 1712-69-2 4-CH,OCH,C(CH,)=CH, 882.2 911.1 12
8TTAF 7664-41-7 NH; 350 819 64.1 882.1
RITALE2 7664-41-7 NH, 350 819 64.1 882.1
1C4HgCILNT 36726-94-0 CCLCH,N(CIL,), 882.0 912.8 5.6
8TTAF 7664-41-7 NH; 350 819 63.6 882.0
[C4H;N] 14235-81-5 4-H,N-C(H-CCH 882.0 912.7 58
92IMIS/ARI 536-74-3 C,Hs-CCH 323 8013 80.8 882.0
1CHNO,) 556-50-3 diglvcine 882 NE NE
93ZHA/ZIM 107-11-9; CH,CHCH,NH,; C,HsCH,NH, 300 876-879

100-46-9
9IWU/LEB 107-11-9; CH,=CHCH,NH,: CH;CON(CH;), 300 876-877

127-19-5
92WU/FEN2 Kinetic method 890

593-67-9; CH,=CHNH,: C,H;NH, 866-878

75-04-7
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Fasre 2

Summary of proton transter thermochemicat data for each base M. sorted by gas basicity of M

Conunued

{Formula] Reg No(M) Base(M) GB(M) PA(M) ASL(M)
YrSquib Reg NofR) Base(R) . T(K) GB(R) AGB(MR,T) GB(M) PA(R) APA(M,R) PA(M) ASR} AAS(MR) ASLM)
(AT RN 329-00-0 3-CF3CHN(CHy), 881.8 908.3 20
STTAE 7004-41-7 NH, 350 819 64.1 881.7
[CaH N0} 100852-80-0 t-methyl-3.5-dicthoxycarbonylpyrazole 881.5 913.4 2
VIARBCAR 1122-34-9 1-(4-Pyridinyl) ethanone 333 8829 -0.8 882.1
OD2ABB/CAR REDEIN Pyridazine 333 877.1 39 881.2
[CAILFN] 694-52-0 4-F-pyridine 881.2 913.1 2
9 IAUL/WED 110-80-1 pyridine 300 898.1 —15.0 §62.5
STTAE 7664-41-7 NH, 350 819 61.3 879.9
SITAA/SUM 7004-41-7 NH, 320 819 56.9 875.7
JTOAUE/BOW 74-89-5 CH;NH, 298 864.5 16.6 881.1
TSTAE T604-41-7 NH; 350 819 62.2 8800.8
[C5H,NO| 536-90-3 3-CH{0C,H,NH, 881.1 913.0 2
STLAU/NIS 62-53-3. CoH:NH; 600 850.6 305 881.1
[CH N O, 687638 gly-ser 880.9 NE NE
YIMCK/BLL 75-04-7; CoHsNH.: n-C H,NH, 878-884
107-10-8
[ € HNO| 5511-18-2 1-adamantyl-CONH, 880.9 912.8. 2
Q7THOM/HER 289-80-5 Pyridazine 333 877.1 38 881.2
GTHHOM/ITLER 107 108 n C,H,NH_ 333 883.0 2.0 220.¢
1C3HENO, | 56-45-1 1-Serine $80.7 914.6 -5
DILVHAR kinetic method 904
D2GOR/SPE 74-89-5; CH;NH.: 3-F-pyridine 350 864-870
372-47-4
VOISA/ONMO kinetic method-relative order
RTTAE 7064-41-7 NH, 350 819 61.3 880.3
87801 kinetic method-relative order
KILOC/MCT T664-41-7 NH, 350 819 a3 RRN 3
108-44-1: 3-CHj-aniline; 3-F-pyridine 864-870
372-47-4
[CoH,NO, | 61-90-5 L-leucine 880.6 914.6 -5
93L.VHAR kinetic method 909
92GOR/SPE 75-04-7, 75- C,HsNH,: (i-C;H;)NH, 350 878-889
310
SOISA/OMO kinetic method-relative order
87TAF T604-41-7 NH; 350 819 67.3 886.2
R7BOJ kinetic method-relative order
83LOC/MCl T604-41-7 NH; 350 819 67.3 886.2
TIMAU/MHUN 109-73-9 n-C HyNH, 570 886.6 —4.6 881.2
TOMAL/HUN 75-04-7 C,HsNH, 520 878 -0.4 877.6

S3TNOITOW 40 S3ILINIZAY NOLOHd ANV S3I1LI0ISVE ISVHd SVvO
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TaBtk 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS (M)
VeSquib Ruw NolR) RisetRY T(K) GB(RY AGB(MR.T GB(M) PA(R) APA(M.R) PA(M) AS.R) AASAM.R} AS(M)
TONALZHUN 62-53-3 C,HNH, 500 850.6 25.1 877.1

14188-94-4 1-(3-pyridinyl-1-oxide)ethanone 880.6 913.1 0

094-59-7 pyridine- [-oxide 343 8929 =126 880.6
[CHNOJ 6976-91-6 2-propenamide, NN, 2-trimethyl- 880.6 911.5 5
YOWOIJGRU H00-46-9 CoHCHONH, 320 879.4 14 880.6
1 CH L0 13179-96-9 CHO(CHL),OCH, 880.6 931.5 —62
SASHA/BLA 372-48-5 2-I-pyridine 500 852.7 15.1 880.6 884.6 46.4 931.0 2 —64 —62
1100 1345-25-1 FeO 880.5 907 20
SICAS/ARI 107-10-8: n-CH,NH : pyridine 884-898

110-86-1
SOMUIR Sce Refs. 907
FCANLO] 68-94-0 Hypoxanthine 880.5 912.3 2
TSWHNCC 74-89-5: CHNHa: (CH)LNH 864-896

124-40-3
JONGS, | 2001-93- Dithlouractl 880.5 911.4 s
TAWNH/MCC 74-89-5: CHNH,: (CHy).NH 864-896

124-40-3
TCMNS| 930-36-9 t-methylpyrazole 880.1 912.0 2
SSCAT/CLA 109-73-9 n-C,H,NH, 300 886.6 —6.3 880.4
NRCAT/CLA 75-04-7 CyHgNH, 300 878 29 880.9
STEAE 7604-41-7 NH; 350 819 60.4 879.0
[CsHNOS | #0638 CHlIsOC(5)N(CITy),; 880.0 911.0 5
QIABB/MO 107-10-8 n-C;H,;NH, 333 8839 —34 880.1
YRABB/MO 289-80-5 Pyridazine 333 8771 29 880.1
[CH,OP] 676-96-0 OP(CHj); 880.0 909.7 9.1
STTAIF 7664-41-7 NH, 350 819 60.9 879.1
B4BOL/TIOU 107-10-8 n CH,NMH, ~323 8839 —2.5 {811
34BOL/HOU 75-04-7 C,HsNH, ~323 878 2.1 879.8
[CHaN] 18295-52-8 vinylimine 879.7 912.1 0
9SBOU/SAL 107-11-9; CH,=CHNH,: n-C;H;NH, 876-884

107-10-8
[C,H,:0,P] 78-40-0 OP(OC,Hy), 879.6 909.3 91
S87TAF 76064-41-7 NH, 350 819 60.9 879.1
84BOL/HOU 75-04-7 CyHsNH, ~323 878 0.4 878.1
84BOL/MOU 107-10-8 n-C;H,;NH, -323 8839 -2.1 881.5
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Faie 200 Sununary of proton transfer thermochemical data for cach base M, sorted by gas hasicity of M- Continued

[ Formula} Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg No(R}) Base(R) T(K) GB(R) AGB(M.R,T) GB(M) PA(R) APA(MR) PA(M) ASHR} AASMR) AS (M)
SOHOD/MCD 75-04-7; CHNH, 135-(CH0)CH, 300 878-898

021-23-8
fCSHL, 0, 111-89-7 CH;0(CHR)0CH; 8795 931.3 -6.5
SASHA/BLA 37248-5 2-F-pyridine 500 852.7 134 879.5 884.6 464 931.0 2 —67 -65
[C5H;N] 16118-22-2 C H,CH=NH 879.4 911.9 0
VOPLE/ING 765-30-0: ¢-C;HNH (i-CH7)NH, 870-889

75-31-0
[CH N 54104-82-4 Pyrrolidine, 1-(4-methylphenyl) 879.4 910.2 5.6
SRCAU/CTER See Refls, 879.4
[C51,N] 100-46-9 CoHsCH,NH, 879.4 9133 -5
NTTAE 7064-41-7 NH, 350 819 60.4 879.3
SITALR2 T604-41-7 NH; 350 819 60.4 879.3
TOAUE/BOW 74-89-5 CHNH, 298 8645 27.3 891.8
[CAN, | 4395-98-6 4-Cyanopiperidine 879.2 912.3 -2
STTAI 7664-41-7 NH; 350 819 60.4 879.2
[CHNO,| 56-86-0 L-GlutamicAcid 879.1 913.0 -5
D2GOR/SPE 75-50-3; (CH,)NL (C5HS),NH 350 918-919

10Y-89-7
VOISA/OMO) kinetic method-relative order
STTAF 7004-41-7 NH; 350 819 59.9 878.9
8780 kinetic method-relative order
SALOC/MCI T004-41-7 NH; 350 819 59.9 878.9
[KSTULIA| 84396-62-3 4-(1-adamanthyl)-pyrazole 878.9 913.1 -58
OINOT/HER 289-80-5 Pyridazine 333 8771 1.2 878.7
OANOT/HER 107-11-9 CHCH,NH, 333 8755 3.3 878.8
SANOTAIER 107-10-8 17NH, 333 883.9 —3.0 878.9
| C7H,NO 556-18-3 4-NH,CH,CHO 878.6 910.4 2
RTTAE 7664-41-7 NH; 350 819 59.9 878.5
{CsHyBrNj 626-55-1 3-Br-pyridine 878.2 910.0 2
OTAUR/WER 110 861 pyridine 300 $98.1 20.0 878.1
TOAULE/BE 74-89-5 CH;NH, 298 864.5 137 8782
T6AUE/WERB2 74-89-5 CH;NH, 298 864.5 13.7 878.2
[CH,CINO] 17228-64-7 2-Cl-6-(CH,0)-pyridine 878.0 909.9 2
TOAUE/BET 74-89-5 CH;NH, 298 864.5 11.7 878.0
[CH;N] 75-04-7 C,HNH; 878 912.0 -5.1

SITNIITOW 40 SIILINIHJVY NOLOYHd ANV SALLIDISYE ISVH SVD
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Tasri: 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula) Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg NotR) Base(R) T(K) GB(R) AGB(M\R,T) GB(M) PA(R) APA(M,R) PA(M) AS(R) AAS,(MR) AS,(M)
OTHEAS/SMI theory 298 5.1
95SMI/RAD theory 298 914

GIDEC/EXN 765-30-0 ¢-C;HsNH, 338 8699 59 875.7

YIMAU/STE 372-47-4 3-F-pyridine 600 870.1 59 878.1 902.0 10.0 912.0 2 -6.7 —-4.7
BTTAL TOO4-41-7 NII, 2350 819 57.7 876.6

R7BIS/RUN Appearance 940+15

BOTAL/ANV T6604-41-7 NH. 350 819 52.7 871.7

BOTAFANY 75-04-7 C,HNH, 350 878 0 878

SITAF 7604-41-7 NH; 350 819 58.1 877.1

SILOCMCI 7664-41-7 NH, 350 819 58.1 871.1

ROMAL 7664117 NH, 550 RiQ K07 2680

TIMAU 75-04-7 C,HNH, 535 8718 0 878

TOAUE/WER 74-89-5 CH,NH, 298 864.5 14.6 879.1

TSTAF 7604-41-7 NH, 350 819 58.1 877.1

TSAUL/WEB2 74-89-5 CH,;NH, 298 864.5 13.2 877.7

TSARN T664-41-7 NH, 350 819 58.1 877.1

TASTA/BEA 75-04-7 C3Hs<NH, 320 878 0 878

TIHEN/TAA T004-41-7 NH, 350 819 58.6 8715

T2AUL/WER 74-89-5 CH NH, 298 8645 3.2 871.7

T2ARNAON 760-4-41-7 NH; 350 819 58.6 877.5

1C,11,P) 676-59-5 (CHj),PH 877.9 912.0 —58
RTTAL 7664-41-7 NH; 350 819 59.0 878.0

TASTA/BEA 7604-41-7 NH, 320 819 54.0 873.0

[CsHO] 1487-15-6 5-Methyl-2,3-dihydrofuran 8779 910.3 0
S8OBOUW/DIA 75-04-7 C,HNH, 313 878 =21 875.8

S6BOU/MDIA 626-55-1 3-Br-pyridine 313 8782 1.7 879.9

[CHN,] 289-80-5 Pyridazine 877.1 907.2 78
STTAF 7004-41-7 NH; 350 819 58.1 876.4

BOTAF/ANV 75-04-7 C,HsNH, 350 878 0 877.4

3ITAL2 7664-41-7 NH; 350 819 62.2 880.5

TIMAU 107-10-8 n-C3H,NH, 535 8839 —33 871.5

[C4hyNOY 127-19-5 Dimethylacetamide 377.0 90U8.0 5
8TTAF 7664-41-7 NH; 350 819 58.6 877.0

BO6TAF/GAL 7004-41-7 NH, 350 819 58.7 877.1

8ITAF T664-41-7 NH; 350 819 58.6 877.0

TSTAF T664-41-7 NH; 350 819 61.3 879.8

[CyINO] 99-92-3 4-NII;-Cyl1;-COCH; 877.0 908.8 2
S86MIS/FUI 98-86-2 CyH;COCH, 343 8293 477 877.0

[CeH;N] 6921-28-4 (HCCCH,),NH 876.9 910.0 -2
87TAF 7664-41-7 NH, 350 819 58.1 876.9

ees
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FABLE 200 dSuminary ol proton trioster thermochemical data for cach base M. sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
Y rSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APAM.R) PA(M) AS(R) AAS(MR) AS (M)
RITAL2 7664-41-7 NH, 350 819 58.1 876.9
| €l Rul 1287-13-4 (CsHs),Ru 876.8 899.1 34
SISTE/BEA 76064-41-7 NH| 320 819 58.6 876.8
| Col 1N 329-17-9 4-CF,CHN(CHy), 876.8 903.2 20
STTAE 7664-41-7 NH, 350 819 59.0 876.7
[CJ1,NO,| 72-18-4 1.-valine 876.7 910.6 -5
93LHAR kinetic method 907.2
Q2GOR/SPL 37247~ 3-1-pyridine; CoHNH, 350 870-878

75-04-7
YOISA/OMO kinetic method-relative order
87BOJ kinetic method-refative order
83LOCMCT T66-4-11-7 NH, 350 819 622 881.2
TOMAL/HUN 109-73-9 n-C,H,NH, 520 886.6 —84 877.6
TOMAU/HUN 75-04-7 CyH,NH, 520 878 =17 876.3
TOMALZHUN 62-53-3 C,HsNH, 520 850.6 22,6 874.7
[CH ) 92-24-0 Tetracene 876.5 905.5 115
SOMAL) 1664-41-7 NH; 550 819 61.9 876.4
[ C il jsAs) 603-32-7 (Colls)As 876.4 908.9 0
SOTRA/NMUN 1)9-09-1: 2-Cl-pyridine: n-C3H;NH, 869-884

H7-10-8
[ Oy sASO ] 1153-05-5 (LeHs)3AS0 876.4 906.2 9.1
SOTRA/MUN H9-09-1; 2-Cl-pyridine; n-C;H;NH, 869-884

107-10-8
[CistysN) 603-34-9 (CeHs);N 876.4 908.9 0
S86TRA/MUN 109-09-1: 2-Cl-pyridine: n-C3H;NH, 869-884

107-10-8
[CsH,:PS] 3878-45-3 (CoH9)PS 876.4 906.2 9.1
SOTRA/MUN 109-09-1; 2-Cl-pyridine: n-C;H;NH, 869-884

107-10-8
[CreH,50P] 791-28-6 (CoHs);PO 876.4 906.2 9.1
S6TRA/MUN 109-09-1: 2-Cl-pyridine: n-C;H;NH, 869-884

107-10-%
[C1:H,0P] 2129-89-7 CH3(C(Hq),PO 876.4 908.9 0
86TRA/MUN 1H19-09-1: 2-Cl-pyridine: n-CH;NH, 869-884

107-10-8
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TaBLE 2. Sumimary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

{Formula|
YrSyuih

[Cti, 0P
ROTRA/MUN

| €y H,0P]
SOTRAMUN

1C,H,0P)
SOTRAMNUN

€Ll NO |
SIGRUICAL

JCJALCN]
OIAUL/WER
TIAULBOW

[Cyl2]
BTTAL
TOAUE/BOW
TTWOL/ABB

[CH;N
S8TTAL
RITAE2
SOAUE/AWER
TOAUEAVE
TSARN

[ CAINST

9IABB/MO

[C N
TSLAU/SAL

[CyHNOy]
92GOR/SPL:

Reg No(M)
Reg No(R)

10311-08-7
109-09-1;
107-10-8

56598-35-7
109-09-1:
107-10-8

2959-75-3
109-09-1:
107-10-8

90238-10-1
109-04-6:
100-46-9

18368-63-3
110-86-1
124:40-3

822-93.5
7604-41-7
74-89-5
N7-85-4

107-11-9
7664-41-7
7603-41-7
151-5604
74-R9-5
T664-41-7

758-16-7
75-04-7

288-47-1
74-89-5

763-30-0
107-11-9
289-80-5

134-32-7
7664-41-7

S0-84-8
74-89-5;
372-47-4

Base(M)
Base(R)

(CH)(CHIPO
2-Cl-pyridine; n-C H;NH,

- CyHy (C ;) PO
2-Cl-pyridine: n-CH;NH,

i-C,H5(C Ho) PO
2-Cl-pyridine: n-C;H;NH,

3-CFyCo,CON(CH),

2-Brepyridine: C HsCH.NH,

2-Cl-6-(CH;)-pyridine
pyridine
(CH,),NH

(e-C3l15),C=CH,
NH,

CH NH,
(CH)-C,

H,C=CHCH,NH,
NH;

NH,

Aviridine

CH,NH,

NH;

(CHy),NC(=8)H
C,HNH,

thiazole

CH;NH,
¢-CHsNH,
H,C=CHCH,NH,
Pyridazine

1-Napththalenamine
NH,

Lraspantic adid

CH;NH,; 3-F-pyridine

GB(M) PAMM) AS,(M)
T(K) GBR) AGB(MRT)  GB(M)  PA(R) APAMR)  PAM)  ASR) AAS,(MR) AS(M)
876.4 908.9 0
869-884
876.4 908.9 0
869-884
876.4 908.9 0
869-884
876.2 907.1 5
873-879
876.2 908.0 2
300 898.1 -220 876.2
298 896.5 -63 890.1
875.8 904.7 12
350 819 57.7 8757
298 8645 18.6 8830
350 836.0 398 8765
8755 909.5 -5.1
350 819 56.7 875.7
350 819 56.3 8752
298 8725 2.7 8752
298 8645 117 8762
350 819 549 8739
875.5 906.4 5
338 878 28 874.8
338 8721 49 8769
338 8645 114 875.4
338 860.9 54 87438
333 8755 0.1 8753
333 8774 ~16 8756
875.1 907.0 2
600 819 58.6 875.1
875 908.9 -5
350 864-870

ves
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Fager: 20 Summary of proton transier thermochemical data for each base M, sorted by gas husicity of M—Continued

| Formuta| Reg Na(dM) Rase(M) GB(M) PA(M) AS, (M)
YrSquib Reg No(R)y Base(R) T(K) GB(R) AGB(MR.,T) GB(M) PA(R) APA(M,R) PA(M) AS(R) AASMR) AS,M)
GUISA/ONLD Kinetic method
STUAE Too4-41-7 NH, 350 819 60.9 879.8
NTBO Kinctic method
S3LOCNMC) 604417 NH, 350 819 60.9 879.8
{0,0,,8] KRR 217 (e C,I1),C8 874.5 904.2 9
OIABBAMO 107119 HLC - CHOTLNH, 333 8755 06 874.4
9IABBMO 1453-38-3 3(53-methylpyrazole 333 8742 0.0 874.0
DIABI/AMO 7554050 J-melhylpyracole 333 8734 1.6 874.6
[ CbliolF NS | #678 3-(CHNCH,SFS 874.5 901.0 20
STEAL 7604-41-7 NH, 50 819 56.7 874.4
1O 16609-28-2 1,5,5-Trimcthyl-3-methylenecyclohexene 874.2 9049 6
THAUE/ROW 74-89-3 CHNH, 298 8645 9.8 874.2
[C NS 1453-58-3 3(5)-methylpyrazole 874.2 906.0 2
DIABB/CAR J89-80-5 Pyridazine 333 8774 -30 874.3
QIABB/CAR 765-30-0 -CsHINH 333 869.9 33 8729
STTAL Tood-41-7 Nty 350 819 56.7 875.3
[N, 0, 686-43-1 val-gly 874.1 NE NE
DIGORIAMS Fopyridine: CaHNH, 350 870-878
1 C1 N0 13588-94-8 val-ser 874.1 NE NE
DIGORIANS 372474 3-F-pyridine: C,HNH, 350 870-878

7S-04-7
[C5HN,04] 1963-21-9 gly-val 874.1 NE NE
OGORIANMS 172474 3-F-pyridine: CyH;NH, 350 870-878

75-04-7
[CINLOL 3303 158 ala val 874.1 NE NE
DIGOR/AMS 372474 3-F-pyridine; C,HNH, 350 870-878

75-04-7
[ CoH (N5 13433-04-0 asp-val 874.1 NE NE
VIGORIAMS 3724740 3-F-pyridine: C,H;NH, 250 870-878

75-04-7
[CyH N2 Ox] 20556-16-5 val-asp 874.1 L NE
DIGOR/AMS 372474 AFepyridine: CHNH, 350 870-878

75-04-7
[CHyNs ] 106-50-3 1.4-C H(NH,), 874.0 905.9 2
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Tasie 2

Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

Formula Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg NotR) Base(R) T(K) GB(R) AGB(M.R,T) GB(M) PA(R) APA(M.R) PA(M) AS(R) AAS(MR) ASM)

LEAUINIS 062-33-3 C HNH, 600 850.6 234 874.0

Ny | 28466-20-4 4-NH,-pyrazole 874.0 907.6 —~3.8
HNOT/HER 289-80-5 Pyri ine 333 8771 -2.6 874.9

MNOT/HER 107-11-9 H,C = CHCH,NH, 333 875.5 =17 873.8
GANOT/HER 7354-65-0 4-methylpyrazole 333 873.4 —0.4 873.1
1€ML, 088 107099-29-6 4-CH,O-C,H,-C(Si(CH,) ) =CH, 874.0 902.9 12
OIMIS/ARI2 149-09-1 2-Cl-pyridine 308 869 4.6 873.5
92MIS/ARIL2 127-19-5 Dimethylacetamide 308 877.0 -2.5 874.5
[ CxH N, | 91-19-0 Quinoxaline 873.7 903.8 8
TOMAL 75.04-7 C5HNH, 535 878 -1.3 873.7
1C ok NOY 25771215 4-CFy-C,H,CON(CH,), 873.5 904.5 5
GIGRUICAL 109-0:4-6: 2-Br-pyridine; 14-(NH,),-C H, 873-874

106-50-3
1yl ] 502-86-3 1,4-CoH,(=CH,), 8735 900.6 18
RIPOL/RAL 109-09- 1 2-Cl-pyridine; C,HNH, 350 869-878
75-04-7

1C N0 96-31-1 OC(NHCH,), 8735 903.3 9
93IABB/MO 107-11-9 H,C=CHCH,NH, 333 8755 13 873.7
9IABR/MO 765-30-0 ¢-C3;HsNH, 333 869.9 39 873.2
[CAN; ] 7554-65-6 4-methylpyrazole 873.4 906.8 -3
QIABB/CAB 765-30-0 ¢-C;HNH, 333 8699 2.5 872.2
92ABR/CAB 289-80-5 Pyridazine 333 8771 -36 873.9
87TTAY 7664-41-7 NH; 350 819 55.4 874.2
{CsH,NO] 2680-03-7 2-propenamide, N,N-dimethy] 8734 904.3 5
YOWOL/GRU 100-46-9 C H:CH.NH, 320 8794 -5.8 8734
|CsHyNO] 90-04-0 2-CH,0C¢H,NH, 873.3 905.2 2
TELAU/SAL 74-89-5 CH;NH, 600 864.5 7.4 868.9
TIYAM/KER 02-33-3 CoHsNHa oL ¥5U.6 1.2 8/7.8
{CsH,BeN] 109-04-6 2-Br-pyridine 873.0 904.8 2
YIAULE/WEDB 110-80-1 pyridine 300 898.1 —23.4 874.7
BITAF2 7664-41-7 NH; 350 819 52.6 871.2
TYAUEBET 74-89-5 CH;NH, 208 864.5 10.3 874.8
76 AUR/WERB2 74-80.5 CH,NH, 208 861.5 10.3 8747
ISTAF 7664-41-7 NH, 350 819 494 868.0
75ARN 7664-41-7 NH; 350 819 494 868.0

928
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Fapir 20 Summary of proton transfer thermaochemical data for each base M, sorted by gas basiaity of M Coninued

[Formula] Base(M) GB(M) PA(M) AS (M)
YiSuuib Buse(R) 7(K) GB(R) AGB(MR.T)  GB(M)  PAR) APAMMR)  PAM)  AS,(R) AAS(MR) ASM)
| CH;NO) 872-85-5 J-Pyridinecarboxaldehyde 872.8 904.6 2
DIAUL/WER 110-86-1 pyridine 300 898.1 -25.4 872.8
TOAUE/BOW 74-89-5 CHNH, 298 864.5 8.3 8728
1CIEN] 151-56-4 Aziridine 872.5 905.5 -2
SITALR2 To04-41-7 N, as0 819 53.1 871.9
SOAU/WIER 75-04-7 CHHNH, 208 878 -5.6 872.4
ROAU/WER TOS 30 c-CINH, 298 8699 4.4 865.5
SOAUE/WER 020-60-8 3-Clepyridine 298 8715 - 10 870.6
SOAUE/WER 372-47-4 3-1-pyridine 298 870.1 24 872.6
TOAUL/WER 74-89-3 CHLNH, 208 8645 9.3 873.8
TIUAL Tao4-41-7 NHy 350 819 54.5 872.2
TSAUL/WER2 74-89-5 CH\NH, 298 864.5 8.3 8728
TSARN 7664-41-7 NH, 30 819 54.5 873.2
PO NS | #696 4-SFsCHN(CHy), 872.2 898.7 20
STIAE TO64-41-7 NH, 350 819 54.5 872.1
| NS | 288-47-1 thiazole §72.1 904 2
OADEC/EXN 765-30-0 -CyHsNH; 338 869.9 0 869.5
GIMAL/SIE 74-89-5 CH;NH, 600 864.5 899.0 6.3 905.3
OINALYSIE A72-4K-5 2-1-pyridine 600 8527 884.6 18.8 903.4
STEAFE 7604-41-7 NH, 350 819 47.1 865.7
SOMAU/LIE 110-86-1 pyridine 600 898.1 ~31.7 866.5
1 C N 819-06-7 CF,CH,N(CHy), 871.9 902.7 5.6
STUAL T604-41-7 NH, 350 819 535 871.9
RITAE T664-41-7 NH;, 350 819 54.0 8724
TOAUE/BOW 74-89-5 CH;NH, 298 864.5 6.8 871.3
FCHEN, ] 10199-68-5 4-(C,Hy)-pyrazole 871.8 906.0 -58
OINOT/HER T65-30-0 ¢-CyHsNH, 333 8699 1.5 871.3
OANOT/HER 107-11-9 H,C = CHUH,NH, RER} 8755 —3. ¥/2.4
[ty 32796-95-5 1,2-C Hy(=CH,), 871.7 898.8 18
NIPOLKAL 020-00-5; 3-C1-pyridine: CFCHaNICH ), 330 §72-872
819-006-7
| CSLLCING 626-60-8 3Clepyri 871.5 903.4 2
QIAUE/WER 110-86-1 pyridine 300 898.1 —229 875.2
87TTAF 7604-41-7 NH, 350 819 526 871.2
SOTAI/ANY 026-60-8 3-Cl-pyridine A50 8718 0 871.5
N3LOC/MC] T664-41-7 NH, 350 819 526 871.2
SOMALU 7664-41-7 NH, 5500 819 48.1 865.0
ToAUL/WERB2 74-89-5 CH:NH, 298 8645 10.7 875.2
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TasLE 2. Summary of proton transfer thermochemical data for cach base M, sorted by gas basicity of M—Continued %

(-]

| Formuia) Reg No(M) Base(M) GB(M) PA(M) AS,(M)

Yrsguib Reg No(R) Base(R) T(K) GB(R) AGB(MR,7) GB(M) PA(R) APA(M,R) PA(M) ASR) AAS(MR) AS (M)

TSTAL T604-41-7 NH, 350 819 526 871.2

1C G H,] 2919-20-2 (4-CH,C 871.4 900.2 12

R7TTAI T60:4-41-7 Nit; 350 819 53.1 871.2

TTWOL/ABR R7-85.4 (ClH,C, 350 836.0 348 8715

[N, | 4901-75-1 ¢-C(CH;HC,H)NHNH 871.3 903.8 0

TOAUEBOW 74-89-5 CH,NH, 298 864.5 6.8 871.3

[CH,04] 111-96-6 CH(OCH,CH,),0CH, 870.9 918.8 -52

SASHAMBLA 372-48-5 2-F-pynidine S00 852/ 6.3 ¥0Y.% 884.6 331 917.6 2 -54 —52

RIMAT 289-80-5 Pyridazine 600 877.1 —23.5 871.5 907.2 59 913.1 78 —49 —41.2

RIMAL 372-47-4 3-F-pyridine 600 870.1 —-15.6 870.8 902.0 238 925.8 2 —66 —64

SIMAL 372-48-5 2-F-pyridine 600 8527 2.4 871.3 884.6 35.6 920.1 2 —55 —53 m
U

[ CoH N O, ] 3(5)-methyi-5(3)-cthoxycarbonylpyrazole 870.8 902.6 2 r_

Q2ABB/CAB 3S)-methylpyrazole 333 8742 —4.0 870.2 .

UIABB/CAB 7554-05-6 “-methylpyrazole 333 8734 =22 871.1 E

D2ABB/CAB 107-10-8 n-CH;NH, 333 883.9 - 13.0 870.7 2
-

[C b0 Os] 90843-31-5 1-(2,3-dihydro-5-benzofuranyl)-cthanone 870.7 902.6 2 g

ROMIS/IEU] 98-80-2 C HCOCH;, 343 829.3 41.4 870.7 >
=z

JCIH,NS ) 1783-81-9 3-CH,SCHNH, 870.3 902.1 2 o

STLAU/NIS 62-53-3 C,HNH, 600 850.6 19.7 870.3 wn
1

[Cx1 N2 O;] 100-23-2 N,N-Dimethyl-4-nitroaniline 870.2 896.7 20 -

STPAE T604-41-7 NH; 350 819 513 868.9 ;

S4ROLMOU 620-60-8 3-Cl-pyridine 3200 8715 -1.3 869.9 wn

S4ROEL/HOU 109-04-6 2-Br-pyridine 320 873.0 -0.8 871.8

[CsHyFN] 372-47-4 3-F-pyridine 870.1 902.0 2

9IMAU/SIE 116-11-0 CH,=C(CH,JOCH, 600 866.1 894.9 84 903.3 12 ~10.5 1.5

GIMAU/SIE 74-89-5 CH,NH, 600  864.5 12.1 873.9 899.0 4.6 903.6 -7 i2.6 5.6

9OIMALU/SIHE 288-47-1 thiazole 600 8721 904 1.7 905.7

QTAUL/WEB 110-86-1 pyridine 300 B9B.1 =273 370.8

R7TTAF 7664-41-7 NH; 350 819 49.0 867.5

SOMAU/LIE 110-86-1 pyridine 600 898.1 -277 870.4

SATAR2 7664-41-7 NH, 350 819 48.5 867.1

TOAUE/WER2 74-89-5 CH;NH, 298 8645 6.3 870.8

[CyH N, 03] 7291-02-3 3-NO,-CH,CON(CH,), 869.9 900.9 5

9IGRU/CAL 035-55-0: 2-NH,-C,H,;OH: 2-Bry-pyridine 867-873

109-04-6

[CHN;0;] 7291-01-2 4-NO»-CH,CON(CH,), 869.9 900.9 s
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Tapia 2. Summary of proton transfer thermochemical data for cach base M. sorted by gas basicity of M—Continued

| Formula] Reg No(M) Base(M) GB(M) PA(M) AS, (M)
Yrsqwb Reg NotKy Base(R) T(K) GB(R) AGD(M,R.T) GDB(M) PA(R)  APA(M.R) PA(M) ASHR) AASHMR) AS(M)
VOISA/OMO kinctic method-relative order
STTAE Tao4-41-7 N, 350 819 49.9 868.8
8780 kinetic method-relative order
SLOC/MCT 7604-41-7 NH, 350 819 49.9 868.8
[CL0] 22660-53-1 a-t-butylstyrene, 4-methoxy 869.1 897.9 12
GINAK/NOM 127-19-5 Dimethylacetamide 343 877.0 -59 870.9
OINAK/NOM 109-09-1 2-Cl-pyridine 343 869 0 868.6
92INAK/ANOM 020-060-8 3-Cl-pyridine 343 8715 =33 867.8
[CH NS 28809-04-3 S-(2-(4-pyridyDethyl)eysteine >869 NE NE
OIBUR/GAS 52-90-4 L-Cysteine 869.3 See Refs.
[CH,CIN] 109-09-1 2-Cl-pyridine 869 900.9 2
OTAUL/WER {10-86-1 pyridine 300 898.1 =213 870.8
TTAE 760:4-41-7 NH, 350 819 50.3 868.9
RATAL2 7664-41-7 NH, 350 819 50.3 868.9
SOMALU 7604-41-7 NH, 550 819 46.0 862.9
TOMAU 75-04-7 C,HsNH, 546 878 —4.2 872.1
ToAUE/WEB2 74-89-5 CH;NH, 208 864.5 6.3 870.8
TSTAF 7664-41-7 NH; 350 819 49.4 868.0
TSARN 7664-41-7 NH, 350 819 49.4 868.0
| C5H,N0, ] 118-92-3 2-NH,-henzoic acid 869.0 901.5 0
YSTANASE 108-44-1: 3-CH,CHNHy: E4-CoHy(NHy), $64-874
106-50-3

[ C4HNOS | 16703-45-0 CH3O0C(S)N(CH3), 869.0 900.0 5
OIABB/MO 765-30-0 ¢-C3HsNH, 333 869.9 =10 868.4

9IABB/MO 107-47-1 (1-C4Hy),S 333 8640 54 869.6

[C7H N, ] 271-44-3 1H-Indazole 868.9 900.8 2
SSCAT/CLA 3796-24-5 4-(CFy)-pyridine ~300 862.0 7.5 869.6

RACAT/CLA 109-09-1 2-Cl-pyridine ~300 869 -0.8 868.2

BTTAF 7664-41-7 NH, 350 819 503 868.9

SIFLA/MAQ kinetic method

[C,H,NO] 104-94-9 4-CH,OCH,NH, 868.5 900.3 2
R7TAF T664-41-7 NH, 350 819 . 499 868.5

SITAA/ISUM T604-41-7 NH; 320 819 45.6 864.4

TYAULE/BOW 74-89-5 CH;NH, 298 864.5 39 868.4

TISUM/POL T604-41-7 NH: 350 819 49.9 868.5

{CyHgN:] 38803-30-4 3-(CH;),NCHCN 868.1 894.6 20
87TAF 7664-41-7 NH; 350 819 503 868.0

0€S
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Tapik 20 Summary of proton transfer theemochemical data for cach base M. sorted by pas basicity of M— Continued

[Formula| Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg No(R) Buse(R) T(K)y GB(R) AGB(MR,T)  GB(M)  PA(R) APAMMR)  PAM)  AS,R) AAS(MR) AS(M)
[C 1N, 0, 5932-30-9 3(5)-phenyl-5(3)-cthoxycarbonylpyrazole 867.8 899.7 2
92ABB/CAB 765-30-0 ¢-CHNH, 333 869.9 —14 868.1
V2ABBACAL 107 471 (-CylIp)S 333 8040 2.9 867.2
[CHENO, | 56-11.7 L-alanine 867.7 : 901.6 -5
93LIHAR kinetic method 897
O2GOR/SPE 3724740 3-F-pyridine; C,HsNH; 350 870-878
75-04 7
ONISAZONIOY kinetic method relative order
STEAE 76064417 NH, 350 819 50.3 869.3
87BO kinetic method-relative order
RILOC/MCE TO54-41-7 NH, 350 819 50.3 869.3
TOMAUHUN 62-53-3 CoHsNH, 500 850.6 259 877.9 882.5 17.6 900.0 2 92 11.2
TOMAUMUN 74-89-5 CH,NIT, 520 8645 0.4 864.5
[CHINOY 695-37-4 3-Hluoro-pyridine-1-oxide 867.6 900.1 0
92MIS/TER 694-56-7 pyridine-1-oxide 343 8929 —255 867.6
1CH NS0, 619-31.8 3-(NO,)CH,N(CH;), 867.6 894.1 20
STTAE 7004-41-7 NH, 350 819 49.9 867.6
[CaHySn] 82065-00-7 (CH,),Sa=CH, 867.1 893.6 20
K2PIE/HEH 7064-41-7 NH; 350 819 49.4 867.1
625-50-3 Acetamide, N-ethyl- 867.0 898.0 5
765-30-0 ¢-CHsNH, 338 869.9 -26 866.8
74-89-5 CH,NH, 338 864.5 32 867.3
[CH,NOY 2-(OH)C¢H,NH, 866.9 898.9 2
KRILAU/NIS C HsNH, 600  850.6 16.3 866.9
[CHENOT 591-27-6 3-(OH)C{H NH, 866.9 898.8 2
STLAUNIS 62-53-3 C,HNH, 600 850.6 16.3 866.9
[ CHyO,:P] 281-33-4 2,8,9-Trioxa-1-phosphadamantane 866.8 899.3 0
SOHOD/HOU 107-47-1 (-C Hy LS 320 864.0 04 864.6
SOHOD/HOU 109-09-1 2-Cl-pyridine 320 869 -04 868.6
1CHeN] 593-67-9 CH,=CHNH, 866.5 898.9 n
STELL/DIX 108-44-1: 3-CH;-aniline: 2-Cl-pyridine 864-869
F09-09-1
[CHEN; ) 60-34-4 CH,NHNH, 866.4 ) 898.8 0
S8OAUE/WEB 151-56-4 Aziridine 298 8725 =72 865.3
TYAUE/BOW 74-89-5 CH;NH, 298 864.5 29 867.4

S3TNI3FTON 40 S3LLINIZdVY NOLOHd ANV S3ALLIDISVE JASVHd SYH

LES
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Sumpary of proton transfer thermuochemival data for cach base M, surted by gas basicity uf M—Cuontinucd

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
Yesquib Reg NofR) Buse(R) TK) GB(R) AGB(MR.T)  GB(M)  PA(R) APAMMR)  PAM)  AS (R} AAS(MR) AS,M}
[Cyty N S87-02-0 3-C,HCH,NH, 866.1 897.9 2
STLALYNIS 62-53-3 C HNH, 600 850.6 155 866.1

1CHO] H6-11-0 CHL=C(CH)OCH, 866.1 894.9 12
GEANATYSHE 372 48-5 2-F-pyridine 600 8527 16.3 866.0 884.60 10.0 894.6 2 11.3 13.3
OTMALYSILE 74-80-5 CH,NH, 600 864.5 899.0 -6.7 892.3 -7 238 16.8
OIMAU/SIE 75-04-7 CHNH, 600 878 912.0 -23.0 889.0 =51 310 259
SSMAQLIOR 372-47-4 3-Fepyridine 300 870.1 -4.6 865.5

[ Cdl S 146558-39-0 a-t-butylstyrene,4-CH;S 866.0 894.8 12
YINAK/NOM 512-56-1 OP(OCH,); 343 860.8 5.4 866.1

GINAK/NOM 106-49-0 4-CHCH,NH, 343 864.8 29 867.3

VINAKNOM 109-09-1 2-Cl-pyridine 343 869 -4.2 864.4

1C Ml 36064-56-0 1.3.3-Trimethylcyciopropene 865.9 895.4 10
TOAUEBOW 7-4-89-5 CH;NH, 298 R64.5 1.5 865.9

K| 779-02-2 9-Methylanthracene 865.8 896.5 58
SOMALU 109-09-1 2-Cl-pyridine 588 869 —3.8 864.1

SOMAU 626-60-8 3-Cl-pyridine 608 8715 -29 867.4

JC N, | 3 1,2-C Hy(NH,), 865.8 896.5 58
STEAUNIS 2 C HNH, 600 8506 16.3 865.8

1CsH,NO, | 687-48-9 (CHL),NCOOC,Hy 865.6 896.6 5
RATAI2 7604-41-7 NH; 350 819 47.1 865.6

| Co1INL O | 100-15-2 N-Methyl-4-nitroaniline 865.1 891.6 20
S4ROL/HOU 372-47-4 3-F-pyridine 320 870.1 —4.6 865.1

JC3HyAs | 593-88-4 (CH,)As 864.9 897.3 0
TSHOD/BEA 74-89-5 CH;NH, 320 8645 0.4 864.8

[CoHyN] 106-49-0 4-CH;C H,.NH, 864.8 896.7 2
STTAE 7604-41-7 NH; 350 819 46.2 864.8

SITAA/SUM 7664-41-7 NH,; 320 819 423 861.1

77SUM/POL 7664-41-7 NH;, 350 819 46.2 864.8

TSARN TOO4-41-7 NH; 350 819 49.0 867.5

[C3HasN] 75197-24-9 out-6H-1-Azabicyclo[4,4,4]tetradecane 864.5 897.0 o
BIALD/ARR 7664-41-7 NH; 320 819 45.6 864.5

[CH:N] 74-89-5 CH,;NH, 864.5 899.0 7
9TEAS/SMI theory 298 —6.6
93SZUMCM 124-30-3 (CH.).NH 600 896.5 -335 864.5 929.5 -29.7 K99 R -2 —-5.0 —~7.0
93SMIRAD theory 0 305

1
w
N
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Pagti 20 Summiiy of proton transfer thermochemicat data for cach base ML sorted by gas basichy ot M
y ol Y & y

Contued

[Formula| Reg No(M) Base(M) GB(M) PA(M) AS,(M)
Trsquin Rep Ko(R) Dasc(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R) APA(M,R) PA(M) ASHR) AAS(MR) ASM)
DISMI/RAD theory 298 901

GAISNI/RAD theory 600 906

SIMATYSIE 372483 2-Fepyridine 600 8527 6.7 862.1 884.6 16.3 900.9 2 -16.3 —14.3
EYANE To0-41-7 NH; 350 819 448 863.9

STBIS/RUEH Appearance 93015

SITAL 7604-41-7 NH; 350 819 4438 863.9

RALOC/MCT To04-41-7 NH; 350 819 448 8639

FOLOC/HUN 62533 C NI, 382 850.6 1.1 862.4

TRLAUSAL Tob-41-7 NI 0w 319 41.8 861.0

TOAUT/WEB 74-89-5 CH;NH, 208 864.5 0 864.5

TSTAE 7604-41-7 NH, 350 819 448 863.9

TSHOD/BEA 74-89-5 CHNH, 320 864.5 [¢] 864.5

TSAUL/WEB 74-8Y-5 CHNH, 298 864.5 0 864.5

T2MEN/TAA T664-41-7 NH; 350 819 46.2 865.3

T2BRUYAM Too4-41-7 NH; 600 819 452 864.4

TIAUT/WEB 74-89-5 CH;NH, 298 864.5 0 864.5

T2ARN/ION 7604-41-7 NH: 350 819 46.2 865.3

| CaaIgN, | 35520-41-3 trans-dimethylamine acrylonitrile 864.3 896.8 0
QABER/HIED 107-47-1 (-C,H,).S8 ~338  864.0 0 864.4

QIBERATEL T8-59-4 isuphorone ~338 8o6l.6 25 864.2

[CI S 107-47-1 (1-C4Hy),S 864.0 893.8 9
STTAE 7604-41-7 NH, 350 819 458 864.0

ROTAI/ANY 107-47-1 {1-CiHy).S 350 864.0 0 864.0

S3TAL2 To04-41-7 N, 350 819 45.3 863.5

1,01 88170-17-6 4-OH-benzyl 864 896.5 0
VIHOK/Y AN kinetic method 864

{C51,N] 108-44-1 3-CH,C HNH, 864.0 896.8 2
RTTALI 7664-41-7 NH, 50 819 45.8 864.3

RILOC/MCL 7604-41-7 NH- 350 819 458 864.3

BILATUNIS 62-53-3 C,H:NH, 600 850.6 12.6 863.1

TISUM/POLL T664-41-7 NH; 350 819 46.2 864.8

7IPOLDEY 63-53-3 C HNH, 350 850.6 13.7 864.3

T7COOKRU relative order- See Refs.

TSTAIK 7664-41-7 NH; 350 819 46.2 864.8

1€ 00 4789-40-6 2.5-di-t-butylfuran 863.9 894.7 5.8
8SHOL/ROL 74-89-5 CH;NH» 313 8645 —-04 8639

[CH,N,S| 62-56-6 SC(NH,), 863.9 8937 9
YIABB/MO 765-30-0 ¢-CHsNH, 333 8699 —48 864.5

YIARB/MO 107-47-1 (-CoHS 333 8640 -1 862.9

S3TNOITOW 40 SIILINIF4Y NOLOHd ANV S3LLIOISVE ISYHd SVD

€es



Tanik 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

|Formula] Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg NofR) Base(R) T(Ky GB(R) AGB(MR,T) GB(M) PA(R) APA(M,R) PA(M) AS(R) AASMR) AS,(M)
1ol 0, 100-06-1 4-CH;0-CH-COCH, 863.7 895.6 2
RTTAE T664-41-7 NH, 350 819 453 863.9
SOMISAUY YR-80-2 C HCOCH, 343 829.3 339 863.2
[CLHEN,0,] 3034-42-2 I-Methyl-S-nitroimidazole 863.5 895.3 2
8TTAE TO04-41-7 NH;, 350 819 448 863.4
[C311,0,P] 3741-30-4 2-Methoxy-1,3,2-dioxaphospholane 862.7 896.1 0
SOHODHOU 107-47-1 (-CyH,))S 320 8640 04 864.6
SOHODMOU 1419-00-1 2-Cl-pyridine 320 869 -84 860.7
[CyH N, | 1197-19-9 1.4-(CH3),NCH,CN 862.6 889.1 20
STTAE To04-41-7 NH, 350 819 448 862.5
€ HL,0] 38256-01-8 (1-adamytyl),CO 862.4 894.3 2
QIABBIMO 107-47-1 (1-C Hy)-S 333 864.0 —2.1 862.2
YIABB/MOY 372-48-5 2-F-pyridine 333 852.7 10.0 862.7
1C1L,0,P) $68-85-9 (CH,0),PHO 862.4 894.8 0
RPN 512561 (CHO), PO 3-CH,CJH,NH, 861-864

108-44-1
[CHO) 3710-43-8 2. 4-dimethylfuran 862.3 894.7 0
BSHOU/ROL. 74-89-5 CH;NH, 313 864.5 -2.1 862.3
| C M N 3796-24-5 4-(CF,)-pyridine 862.0 893.9 2
DTAUE/WER 110-86-1 pyridine 300 898.1 —35.6 862.5
RTTAL T664-41-7 NH; 350 819 43.0 861.6
S6TAF/ANV 3796-24-5 4-(CFy)-pyridine 350 862.0 0 862.0
NATAFK Th6d-41-7 NH, 350 RI9 430 RA1 6
TOAUE/WERB2 74-89-5 CH;NH, 298 864.5 ~24 862.0
ISTAF 7664-41-7 NH; 350 819 42.6 861.1
75ARN 7664-41-7 NH. 350 819 42.6 861.1
TITAAMEN 110-86-1 pyridine 320 898.1 —49.0 849.2
| CoaHHN] 16245-79-7 4-(n-CgH,,)C(H,NH, 862 894.5 0
86SUN/KUL Sec Refs. 300 862 895.4
[CoH,,0] 78-59-1 I1sophorone 861.6 893.5 2
RITAF 7664-41-7 NH; 350 819 43.0 861.6
[C,H,NO] 55-21-0 CH:CONH, 861.2 892.1 5
94GRU/CAL 68-12-2; 95- HCON(CH,) 31 1.2-(NH,),-CoH, 857-866

54-5
[CsHyNO,] 1117-77-7 CH;CONHCH,COOCH, 861 892.0 5

ves

SVI7 'O 'S ANV H3INNH 11 °'d '3
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Tasir 2. Summary ol proton transier thermochemical data for each base M. «arted by gas hasicity of M—Cantinied

[Formula| Reg No(M) Base(M) GB(M) PA(M) A8, (M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R) APA(M,R} PA(M) ASR) AASMR) AS, (M)
RIMALU See Refs. 861

[ CiHO ) S512-50-1 OF(UCH;), 8060.8 IY0.6 .1
8TTAI To04-41-7 NH, 350 819 42.6 860.8

SOTAT/ANY S12-56-1 OP(OCH ) 350 860.8 0 860.8

S2PIE/HEH 845.2

SOHOD/MCD 02-53-3 C H«NH, 300 850.6 5.9 856.5

[ClIylN] 3796-23-4 I~(CF3)-pyridine 860.7 892.5 2z
9TAUL/WER 110-86-1 pyridine 300 898.1 -37.1 861.0

KTTAF 7664-41-7 NH, 350 819 41.6 860.2

TOAVLE/BOW 74-89-5 CH;NH, 298 864.5 -34 861.1

TSTAL T604-41-7 NH, 350 819 42.1 860.7

TSARN T664-41-7 NH; 350 819 42,1 860.7

[CAHN,| 288-13-1 Pyrazole 860.5 894.1 -38
BRCAT/CLA 107-47-1 (-C Hy),S 300 864.0 —4.2 859.8

RRCAT/CLA T8-59-1 Isophorone 300 861.6 —0.8 860.8

SACAT/ICLA 3796-24-5 4-(CF;) -pyridine 300 862.0 —0.8 861.2

RTTAE 7604-41-7 NH, 350 819 41.6 860.5

ROTAIANV 3796-24-5 4-tCF)-pyridine 350  R62.0 —-0.8 RG1 5

SOTAF/ANV 107-47-1 (-CyH),S 350 864.0 —4.2 860.5

ROTAF/ANV 512-56-1 OP(OCH,); 350  860.8 =25 859.0

SOMALY/LIE 60-29-7 (C,H4),0 600 801 522 8595

BT A/MAQ kinetic method

[CTe] 12012-15-6 CTe at C 860.4 892 3
BSIAS/STE theory 892

[C4H 0] 6163-66-2 (t-C4H,),0 860.0 8874 17
8ITAF 7664-41-7 NH, 350 819 42.1 859.9

[C7HNO] 273-53-0 benzoxazole 859.8 891.6 2
88MAQ/IOR 116-11-0 CH,=C(CH;)OCH; ~300 866.1 -6.3 859.8

[CaHS) 7594-44-7 CH,=C(CH;)-SCH, 859.7 888.6 12
890SA/DEL 372-48-5 2-F-pyridine 313 8527 4.2 856.8

§90SA/DEL 116-11-0 CH,=C(CH;)OCH, 313 866.1 —3.8 862.3

89OSA/DEL 4789-40-6 2.5-di-t-butylfuran 313 8639 —4.2 859.7

[CaHy2] 198-55-0 Perylene 859.6 888.6 115
SOMAYU 109-09-1 2-Cl-pyridine 520 869 -59 861.1

SOMAU 62-53-3 CHsNH, 525  850.6 9.6 858.1

[C;HN] 95-53-4 2-methylaniline 859.1 890.9 2
94BOH/DEC 2450-71-7 HCCCH,;NH, 338 85335 13 839.2

S3INIOITON 40 S3LLINIA4VY NOLCHd ANV S3ILIDISVE ISYHd SVH
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TanLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

| Formula|] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSanih Reg No(R) Base(R) T(K) GB(R) AGB(M,R,7) GDB(M) PA(R) APA(M,R) PA(M) ASF(R) AASP(M_K) ASP(MD
94BOUH/DLEC 1121-37-5 te-CyHg)LCO 338 8506 8.1 859.0

[CH,,0,] 17081-21-9 CH,O(CH,),0CH, 858.6 897.2 -20.6
SIMAL 372-47-4 3-F-pyridine 600 870.1 -20.9 856.0 902.0 -33 898.6 2 —293 —27.3
JIMAL 372-48-5 2-F-pyridine 600 852.7 1.3 860.8 R]R4.6 51 800.6 2 -23 —2t
SIMAU S44-40-1 (n-C Hy)S 600 842.1 8.2 859.1 8718 218 893.6 9 —22.6 —13.6
[CaHLFN] 34060-81-6 3,54(CF3),CHN(CH,), 858.4 $84.9 20
RTTAlI 7664-41-7 NH, 350 819 40.7 858.4

[CH,FN] 406-34-8 CH,FCH,NH, 858.0 892.0 -5
8TTAIY T064-41-7 NH, 350 819 394 858.3

TOAUEBOW 74-89-5 CH;NH, 298 864.5 —8.3 856.2

ISTAF T604-41-7 NH; 350 819 398 858.7

TSARN 7664-41-7 NH, 350 819 39.8 858.7

[ C4H,NO, | 105-40-8 CH,NHCOOC,H; 857.8 888.8 5
BITAF 7664-41-7 NH; 350 819 39.4 857.8

1G] 1000-86-8 (CH),C=CHC(CH,)=CH, 857.6 RR6.5 12
T9AUE/BOW 76064-41-7 NH; 298 819 38.6 857.6

[CHLNO] 79-16-3 Acetamide, N-methyl 857.6 888.5 5
92DEC/EXN 765-30-0 ¢-C3HsNH; 338 869.9 =92 860.2

92DECAIXN 74-89-5 CH;NH, 338 8645 -27 861.4

92DEC/EXN 372-48-5 2-F-pyridine 338 8527 54 858.0

Y2ZABB/CAN 2450-71-7 HCCCH,NH, 333 8535 0.2 853.3

Y2ABB/CAN 372-48-5 2-F-pyridine 333 8527 23 854.9

FCHN, | 39687-97-3 N’-cyano-N,N-dimethyl formamidine 857.3 889.7 0
YIBER/HEL 16584-00-2 2-methyl-2H-benzotriazole 338 8559 —2.1 853.6

QIBER/L 78-59-1 Isophorone 338  861.6 -33 8584

93BER/HEL 107-47-1 (t-CyHy)-S 338 8640 —4.6 859.8

[CsHNO] 754-10-9 £-C,H,CONH, 857.2 889.0 5
QTHOM/HER 687-48-9 (CH;),NCOOC,H{ 333 865.6 3.1 868.8

97HOM/HER 2450-71-7 HCCCH,NH, 333 8535 33 856.5

9THOM/HER 107-47-1 (1-CyHy),S 333 864.0 —6.5 857.8

[CHy2) 530-48-3 (C4H),C=CH, 856.9 $85.7 12
87TAF TO04-41-7 NH; 350 819 38.0 856.1

T9AUE/BOW 7664-41-7 NH; 298 819 38.6 857.6

TTWOL/ABB 8§7-85-4 (CH3),-C,, 350 8360 18.8 855.5

TSWOF/HAR 7664-41-7 NH, 350 819 389 857.0

ISTAF 7664-41-7 NH; 350 819 375 855.6

9€S
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Fastr: 20 Summary of proton transfer thermochenical data for cach base M. sorted by gas basicity of M- Continued

[ Formula | Reg No(M) Base(M) GB(M) PA(M) A5, (M)
VS Reg NotR) Basc(R) T(K) GB(R) AGB(MRR.T)  GB(M)  PA(R) APA(M.R) PA(M) ASHR) AASMR) AS(M)
1C ) 15082-13-0 1-Methyl-3-methylenecyclobutene 856.9 891.0 -58
TOAUTTBOW Too4-41-7 NH, 298 819 37.1 856.9

[CHIENO] 68-12-2 (CH;),NCHO 856.6 887.5 5
DABB/CAB 172-48-5 2-Fopyridine 333 8527 29 855.5

STTAF T604 417 NH, 350 819 36.6 855.0

FOLOCATUN 62-53-2 C HNH, 382 850.6 4.0 8543

TOAUT/BOW 79-89-5 CHNH, 298 8645 -54 859.1

7EIAL TO004-41-7 NIt 350 819 36.6 855.0

[ CoH 08| 1778-09-2 4-CH,S-C H-COCI, 856.3 888.2 2
STUAE 7604-41-7 NH, 350 819 375 856.1

NOMIS/EUT 9R-86-2 CH;COCH;, 343 829.3 27.2 856.5

[CLHNO] 23350-58-5 2-hutenamide 856.1 887.1 5
QOWOL/GRU 68122 (CH,)LNCHO 320 856.0 0.4 857.0

YOWOL/GRU 119-61-9 (Col1),CO 320 8525 27 855.3

[CHN] 19540-05-7 1-Azabicyclof 1,10 |butane 856.1 886.9 5.6
TOAUE/BOW T604-41-7 NH; 298 819 37.1 856.1

TSAUEAVER2 75-07-0 CH,CHO 298 736.5 100.4 836.9

[CHEN; | 16584-00-2 2-methyl-2H-henzotriazole 855.9 890.1 —5.8
SUTOM/ARR 6170 (CHLNCHO 708  RS6 A —n4 R56.1

SUTOM/ABB 288-13-1 Pyrazole 298 860.5 -5.0 855.5

[CHNG] 288-88-0 1.2,4-Triazole 855.9 886.0 8
SOMALLIE 60-29-7 (CyHL0 600 801 52.2 855.9

[ CsH4N; | 289-95-2 Pyrimidine 855.7 885.8 7.8
STEAEF 7604417 NH; 350 819 36.6 8549

BOTAF/ANY 100-48-1 4-Pyridinecarbonitrile 350 848.8 59 8543

S3ITAR2 T604-41-7 NH: 350 819 36.6 854.9

TOMAU 75-04-7 C,HNH, 510 878 -17.6 8577

| CyH4O] 768-64)-5 4-CH;0-CH,;-CCH 855.7 886.4 58
92MIS/ARI 536-74-3 C,H;-CCH 323 8013 54.4 855.7

¥SMAR/MOD T664-41-7 NH; 300 819 24.7 843.7

[CHF3N] 368-48-9 2-(CF;)-pyridine 855.2 887.1 2
QEAUE/WEB 110-86-1 pyridine 300 898.1 --43.0 855.2

R7TAl 7664-41-7 NH; 350 819 36.6 855.2

ISTAL T6O04-41-7 NH; 350 819 36.6 855.2

[CisH Y, 613-12-7 2-Methylanthracene 855.1 887.5 0
SOMAL 02-53-3 CHsNH, 544 850.6 0.4 851.5

S3TNOITON 40 SIILINIAHAY NOLOHd ANV S3ILIDISVE 3SVHd SVO
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Tavik 2. Summary of proton transfer thermochemical data for each base M. sorted by gas basicity of M—Continued

| Formula} Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquih Reg No(R) Base(R) 7(K) GB{R) AGB(MR.T) GB(M} PA(R) APA(M.R) PA(M) ASHR) AAS{MR) AS,(M)
ROMAL! 104-09-1 2-Ci-pyridine 544 869 -10.9 858.6
[C,H,,0,4) 110-63-4 HO(CH,),08 8549 915.6 -95
9SCHIEISTO OR-80-2 CHCOCH, 600 8293 ~55 852.9 861.1 515 9126 2 950 930
9501 o 2-methylfuran 600 8335 -5 856.9 865.9 55.6 921.6 0 —10L3 ~101.3
TOAUE/BOW CH,NH, 208 864.5 -37.6 826.9
[CHN] #5804 «CH,CH,NH, 854.5 887 0
BOHOLL.0S 298 387
[CLl,C10] 146558-40-9 a-t-butylstyrene, 4-CH,0, 3-Cl 854.2 883.0 12
O2NARK/NOM 062-53-3 CoHsNH, 343 850.6 3.3 853.5
GDINAK/NOM 372-48-5 2-F-pyridine 343 8527 25 854.8
1ColgS| 56041-85-1 4-CH;S-C H,-CCH 854.1 886.6 0
UIMIS/ARIL 530-74-3 C He-CCH 323 ROL3 52.7 854.1
[CHL,0,08 | 152-18-1 SP(OCH;); 853.9 883.6 9.1
SOHOD/MCD 123-11-5 4-CH,0C H,CHO 300 849.3 4.6 853.9
{riy 7330-32-6 I 853.7 870 34
SSELK/ARM See Refs. 87611
[CoHNS | 926-64-7 NCCH,N(CH3); 8537 $84.5 56
BTTAE T604-41-7 NH; 350 819 352 853.6
RITAL2 7604-41-7 NH, 350 819 352 853.6
7SARN 7664-41-7 NH, 350 819 352 853.6
1CH,08] 67-68-5 (CH,),80 863.7 $84.4 5.8
B7TTAE 7661 117 NH, 350 19 35?2 RS53 6
SATAL T604-41-7 NH; 350 819 352 853.6
T9LAU 7664-41-7 NH; 650 819 385 8533
TIMCA 67-56-1; 64- CH;OH; C,H;0H 725-746

17-5
75TAF 7664-41-7 NH; 350 819 352 853.6
[C3H:N] 2450-71-7 HCCCH,NH, 853.5 887.4 -5
92ABB/CAR 372-48-5 2-F-pyridine 333 8527 2.5 855.5
RTTAF 7664.41-7 NH. 350 819 339 852.8
8ITAF2 7664-41-7 NH; 350 819 33.9 852.8
TYAUE/BOW 74-89-5 CH;NH, 208 8645 -12.7 851.8
[C;H:F3N] 460-39-9 CF;CH,CH,NH, 8532 $87.2 5
8ITAF 7664-41-7 NH; 350 819 339 852.8
83TAF2 7664-41-7 NH. 350 819 339 852.8
T9AUE/BOW 74-89-5 CH;NH, 298 8645 —11.2 853.3

8€S
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TasL: 2. Summary of prown ransfer thermochemicat data for each base M, sored by gas basiclty of M—Conunued

[Formula} Reg No(M) Base(M) GB(M) PA(M) AS, (M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(M\R.7) GB(M) PA(R) APA(M.R) PA(M) AS,(R) AAS(MR) AS,(M)
TSTAE 7604-41-7 NH, 350 819 329 8519
TSARN 7664-41-7 NH, 350 819 329 851.9
1O 40, ) 5057-98-7 cis-1,2-cyclopentanediol 853.1 885.6 0
SOMEY/BUR T604-41-7 NH, 853.6 32 885.6
[CoH,0] 155174-22-4  3-OH-benzyl 853 885.5 0
GHHOK/YAN kinetie method 853
[CLHLNO, 619-45.4 4-NH,-C,H,-COOCH, 853.0 883.9 5
SOMIS/U2 93-58-3 CHCOCH, 343 819.5 33.5 853.0
[C ot | 1195-32-0 4-CH,CH,C(CH)CH, 852.9 $81.8 12
ROGALSPE 849.4
RTEAE 7664-41-7 NH, 350 819 348 852.9
R7TAI 7604-41-7 NH, 350 819 34.8 852.9
|CaHNS | 62555 CH,CSNH, $52.8 884.6 2
U4DEC/ENN 2450-71-7 HCCCH,;NH, 338 853.5 -1.8 851.4
O4DEC/EXN 74-89-5 CH;3NH, 338 8645 =93 854.8
DIABB/VIO T4-89-3 CH;3NH, 333 B864.3 — 104 853.3
DIABB/AIO A72-48-5 2-F-pyridine 333 8527 -1.7 851.0
[ C4HLFN] 372-48-5 2-F-pyridine 8527 $84.6 2
YIMAU/SIE 109-97-7 pyrrole 600 8438 10.5 854.5 875.4 8.8 884.2 2.8 25 53
HMALYS 288-42-0 oxarole 600 8445 9.2 853.7 876.4 88 885.2 2 -0.4 1.6
DIMALYSIE 107-25-5 Cl1,=CI1-0CL L 600 820.3 19.2 852.6 859.2 29.7 888.9 12 ~-17.2 —-5.2
GIMALYSIE 62-53-3 CoHsNH, 600 850.6 4.6 855.2 882.5 2.4 884.5 2 38 58
VIAUIY/WEB 110-86-1 pyridine 300 898.1 —46.9 851.3
87TAE T604-41-7 NH; 350 819 339 8524
S6MAU/LIE 00-29-7 (C,Hs),0 600 801 44.2 849.7
S3ATAEF T064-41-7 NH;, 350 819 339 852.4
K3 OC/MCE Th6d.11.7 NH, 350 R19 334 852.0
TULOCMIUN 02-53-3 CHsNH, 382 850.6 1.5 852.1
ToAUE/WEB2 T4-89-5 CH;NH, 298 864.5 -83 856.2
ISTAF T664-41-7 NH, 350 819 329 851.5
TSARN 7664-41-7 NH, 350 819 329 851.5
[CHAN] 20729-41-3 CH.CH=NH 852.6 885.1 0
SIELL/DIX 108-42-9, 3-CH,C H,NH: 2-CICH,N 836-869

109-09-1
TOELL/EAD HI8-42-9; 3-CH,C,HNH,; 2-C1CH,N 836-86Y

109-09-1
[CyaH,0] 119-61-9 (CeH5),CO 8525 882.3 9
{ITAF T664-41-7 NH; 350 819 339 852.1

S3TNIOITOW 40 S3LLINIAHAY NOLOHd ANV S3ILJISVE ASVHd SYD
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Tawik 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula| Reg No(M) Base(M) GB(M) PA(M) AS (M)
Vitquik Reg Moot R) Dasc(}) T(K) GD(R) AGB(M.R,T) GB(M) PA(R)  APA(M,R) PA{M) ASR) AAS(MK) ASM)
SSVAN/IEA See Refs.
N3ITALF 7604-41-7 NH; 350 819 343 852.6
| CLIINO, | 56-40-6 glycine 852.2 886.5 -6
DAMOK/BEL 109~ pyrrole; C.HNH, 844-851
62-5]
UI/ZHAZEM 109-97-7; pyrroler C HsNH, 300 844-851
62-53-3
QIWIL/LEB 62 3. 68- C,HNH,, HCON(CH3), 300 851-857
12-2
DILIHAR hinetic method 884.6
DGOR/SPE 08-86-2: acetophenone: pyrrole 350 829-844
109-97-7
QOISA/ONO Kinetic method
NTTAE 7004-41-7 NH, 350 819 37.5 856.5
hratisl) Kinetic method
NALOCMCI T604-41-7 NH, 350 819 378 856.5
TONMAU/HUN H00-70-9 2-Pyridinecarbonitrile 570 841 79 851.1
TOMALHUN 02-33-3 CoH:NH, 500 850.6 0 852.2 882.5 0 882.5 2 0 2
TOLOCAIUN 62-53-3 CoHsNH, 382 850.6 5.0 856.3
[CHLN] 1761-67-7 CH,=NCH, 852.1 884.6 0
YOPEL/ING C HNHs: (CHy,80 851-854
1C S 7519-74-6 thiocamphor 852.0 883.9 2
QIABB/MO 7541-16-4 (CH.LNCOOCH 333 847.3 849.9
DIABB/MO 372-48-5 2-F-pyridine 333 8527 3.5 8492
YIABB/MO 290-37-9 Pyrazine 333 8470 4.3 851.5
DIABB/MO 1121-37-5 {e-CH4),CO 333 850.6 6.0 856.8
[ColtS) 54396-69-9 (1-C4H),CS 8520 881.8 9
DIABB/MO 2450-71-7 HCCCH,NH, 333 8535 ~24 850.6
9IABB/MO 372-48-5 2-F-pyridine 333 852.7 -04 852.1
9IABB/MO 290-37-9 Pyrazine 333 8470 6.4 853.4
[C,H,0] 3174-48-9 4-Me-phenoxy 852 884.5 0
94HOK/YAN Kinetic method 852
[CyHyC10,} 37612-52-5 3-Cl-4-CH,0-Cgl;-COCH; 851.9 883.7 2
SOMIS/EUS 98-86-2 CHCOCH; 343 829.3 226 851.9
| Cytiy0s] 99-93-4 4-HO-C(H,-COCH, 851.9 883.7 2
SOMIS/EUL 98-86-2 CH;COCH; 343 829.3 226 851.9
[CeH104] 110-13-4 CH;COCH,CH,COCH; 851.8 892.0 ~26
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FaBLE 2.

Sutninary of prown ransier thermochentcal dat for cach base ML sorted by gas basicity ol M- Contimued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquih Reg No(R} Basc(R) T(K) GB(R) AGB(MR,T)  GB(M)  PAR) APAMMR)  PAM)  ASR) AAS(MR) ASM)
S7BOU/HOP 3172485 2-F-pyridine 313 8527 -38 849.3

K7BOU/HOP T00-48-1 “-Pyridinecarbonitrile 313 8488 29 852.0

RANIAL 272-48-5 2-F-pyridine 600 8527 -10.5 850.7 884.6 10.9 895.5 2 ~35.6 -33.6
NIMAL 109977 pyrrole 600 8438 23 854.7 8754 16.3 891.7 28 -234 =206
[ CH50,Rh] 12192-97-1 (CsH)RM(CO), 851.8 882.5 5.8
RISTE/BEA 760-4-41-7 N, 320 819 33 851.8

| CLHN] 4923-79-9 Azetidine, N-methyl- 851.7 882.5 5.6
O2ABB/CAN 2450-71-7 HCCCH,NH, 233 853.5 -0.2 8529

O2ABBACAN 372.48-5 2-F-pyridine 333 8527 -23 850.3

[CHs | 2396-01-2 phenyl radical 851.5 884 0
SXLIA/BAR 884

STKIN/BUR 732-18-5 H,O 660.0 oYl 163 854

STRIN/BUR 07-50-1 CH.OH 724.5 7543 18 872.3

NTRIN/BUR 7604-41-7 NH, 819 853.6 21 874.6

[CIENO] 2679-13-2 N-methyl-2-azetidinone 851.3 882.2 5
O2ABB/CAN 290-37-9 Pyrazine 333 8470 49 8519

IABBACAN 3T72-48-3 2-F-pyridine 333 852.7 —2.0 830.0

[Colt,0] 3637-01-2 34-(CH,),C H,-COCH, 851.0 $82.8 2
YIKUVIK/STR 122-00-9 4-CH;-C, H-COCH, 320 8436 6 849.6

QIMIS/KAN 08-80-2 C HCOCH, 308 8293 23.0 852.3

11115501 89-74-7 2,4-(Cl1),Cl1;-COCII 850.8 862.6 2
DIKUK/STR 122-00-9 +-CH,-C H-COCH, 320 8436 7 850.6

1C1at,,0] 943-27-1 4--C4H,-C H,-COCH, 850.6 882.5 2
SOMIS/EEU) 98-86-2 C HCOCH; 343 8293 213 850.6

[C T, 8] #43a8 3 (CHE)CH,C(CH)—CH, $50.6 879.6 12
8TTAIY 7664-41-7 NH, 350 819 325 850.6

1C,H L, 0] 1121-37-5 (¢-C3H;5),CO 850.6 $80.4 9
STIAl T604-41-7 NH; 350 819 329 851.2

K3ITAL 87-85-4 {CH4)-Cy, 350 836.0 133 8501

RIRRO/ARRK 67-64-1 (CHOL.00 320 782.1 41.0 R23.1

[ColN| 62-53-3 CH:NH, 850.6 882.5 2
9IMAU/SIE 763-43-5 ¢-CHCOCH; 600 823 243 847.3 8549 19.7 874.5 2 79 9.9
BTTAL 7604-41-7 NH; 350 819 31.6 850.2

SATAF T604-41-7 NH, 350 819 316 850.2

BLLAU/NIS 02 3 C HNH, 600 850.6 0 850.6

SOMALU 7664-41-7 NH; 550 819 243 841.2

S3TNOITOW 40 S3AILINIAAY NOL1OHd ANV S31LDISVE ISVHd SVO
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Tasik 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS, (M)
YrSquib Reg NofR) Base(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R}) APA(M.R) PA(M) AS,(R) AAS(MR) AS,(M)
TOMAUHUN 02-53-3 CHsNH, 500 850.6 0 850.6
TOMAL 75-04-7 C HNH, 550 878 -21.8 8545
TH.OC/HUN 62-53-3 C,HNH, 382 850.6 0 850.6
TRLAU/SAL Too4-41-7 NH, 600 819 28.9 8453
T7POL/DEV 62-53-3 CoHNH, 350 850.6 0 850.6
TTCOORRLE achative under-See Rets.
ToLAV/KER T1-43-2 CH, 600 7254 107.1 8394
T5TAF 7664-41-7 NH, 350 819 329 851.5
TIARMN 7664 417 MH; 350 219 320 851.5
T2BRIYAM 7604-41-7 NH, 600 819 372 853.7
[ CyHSe ] 114639-08-4 C(CH;)-SeCH;, 850.5 879.4 12
ROOSA/DIL. 372-48-5 pyridine 313 8527 -2 850.5
[CsH,0,0] 1449-91-8 4-Methyl-2,6,7-trioxa-1- 850.3 882.8 0
phosphabicyclof2.2.2]Joctane
SOHOIVHOU 430-67-1: CFHCHNH;: (-CyHy)LS 320 837-864
107-47-1
| CsHNLO, ) 65-71-4 Thymine 850.0 880.9 5
QOGRE/LIG kinetic method R]N 9
TUMAU 75-0:4-7 CoHNH, 550 878 =276 847.9
TSWIL/MCC 7664-41-7. NH,: CH;NH, 819-864
74-89-5
| CoHNOT 2564-83-2 2,2,6,6-tetramethyl-1-piperidinyloxy radical 849.8 882.3 0
OSCHE/KAS 290-37-9; Pyrazine(1.4-Diazine); 2-F-pyridine 847-853
372-48-5
| CoH,,0;] 823-18-7 cis-1,3-cyclohexandiol 849.7 882.2 0
§SGUEHOU 110-63-4 HO(CH,),OH 323 8549 -3 849.7
[CyH;N,0,) 37687-24-4 3,5-diethoxycarbonylpyrazole 849.7 881.6 2
92ABB/CAB 2450-71-7 HCCCH,NH, 333 8535 —-4.5 8487
92ABR/CAB 372-48-5 2-F-pyridine 333 8527 —-2.1 850.6
[C)2H 8] 17920-24-0 4-((CH;);SHCH,C(CH;)=CH, 849.7 878.6 12
87TAF 7664-41-7 NH; 350 819 31.6 849.7
[Cy:H 8] 40595-34-4 3-((CH3);S))CH C(CH;)=CH, 849.7 878.6 12
8TTAF 7664-41-7 NH. 350 819 31.6 8497
[C,HL0,] 504-02-9 c-hexane-1,3-dione 849.4 881.2 2
R7BHOUHOP 372-48-5 2-F-pyridine 313 852.7 -2.1 850.6
87BOU/HOP 928-55-2 C,H;O0CH=CHCH, 313 847.7 1.3 849.1
8§7BOU/HOP 141-79-7 (CH;),C—CI{C—O)Cl1y 313 846.9 1.3 848.1

(4]
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LABLE 2o Summary of proton transter thermochemical data for each base M, sorted by gas basicity of M-+ Continued

{Formula) Reg No(M) Base(M) GB(M) PA(M) ASL (M)
YrSquib Reg No(R: Base(R) T(K) GB(R) AGB(MR.T)  GBIM)  PAR) APA(MR)  PAM)  ASR) AAS(MR) AS(M)
172385 2-F-pyridine 600 8527 75 860.3
109-97-7 pyrrole 600 8438 142 858.3
|CHLNO| 79-39-0 2-propenamide, 2-methyl- 8494 880.4 5
VOWOL/GRU 62-53-3 CoNsNH, 320 850.6 -1.3 849.2
QGWOL/GRU 122-00-9 4-CH-C H-COCH, 320 8436 5.9 849.5
[CuH40,] 123-11-8 4-CH,O0CH,CHO 849.3 881.1 2
STTAL 70604-41-7 Ni; 350 &19 30.7 849.2
SATAL2 To64-41-7 NH, 350 819 45.3 863.9
[C NS 100-48-1 4-Pyridinecarbonitrile 848.8 880.6 2
QTAUE/WER 110-806-1 pyridine 300 898.¢ —49.3 848.8
8TTAL Too4-41-7 Nit, 350 819 29.7 848.3
SOTAF/ANV 100-48-1 4-Pyridinecarbonitrile 350 8488 0 848.8
TOAUE/WEB2 74-89-5 CH;NH, 298 864.5 - 142 850.3
TETAE 7664-41-7 NH; 350 819 29.7 848.3
TSARN 7664-41-7 NH; 350 819 29.7 8483
[ Gl CIOS | 32467-66-6 3-C1-4-CH,8-C4H-COCH,4 848.6 $80.4 2
Y2IMISIKAN 93-80-2 C HCOCH; 308 8293 18.8 848.1
[CaHgSil 94397-80-5 4-CH,-CH,-C(8i(CHy))=CH, 848.1 877.0 12
VIMIS/ARI2 100-760-9 2-Pyridinecarbonitrile 308 841 79 8489
O2IMIS/ARI2 100-48- 4-Pyridinecarbonitrile 308 8488 -0.8 847.8
O2IMIS/ARL 100-54-9 3-Pysidinecarbonitrife 308 8451 25 847.5
1CLNO, | 5806-90-6 Acetamide, N-methoxy 848.0 879.0 5
DIDEC/TIXN 109-97-7 pyrole 338 8438 4.0 847.7
92DEC/EXN 068-12-2 (CH;),NCHO 338 856.6 =77 848.9
[CaHFN] 2730-67-8 CF,CH,NHCH; 848.0 881.1 -2
RTTAE T664-41-7 NH; 350 819 28.8 847.6
TIOAULE/BOW 74-89-5 CH;NH, 208 8645 ~16.1 848.4
TSTAE 7664-41-7 NH, 350 819 288 847.6
[CslyO) 4696-26-8 rans-CH3;CH=CH-OC,H; 848.0 ¥76.9 12
SYOSAMDLL 114659-08-4 CH,=C{(CH;}-SeCH, 313 8505 -25 848.0
[C.,,0] 928-55-2 CoI;OCII=CHCI, 847.7 876.6 12
B0BOU/DIA i41-79-7 (CH,),C=CH(C=0)CH,; 313 8469 ! 847.7
(C,0] 11127-17-6 cceo 847.7 880.2 0
93IMAC/SUD theory 298 880.2
BOBOT theory 298 885=5

STINJIITOW 40 S3ILINIAZV NOLOHd ANV S3HLIOISYE ASVHI SVD
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Tasir 2. Summary of proton transfer thermochemical data for cach base M, sorted by gas basicity of M—Continued
Y I Y & Y

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
Y'rSquih Reg No(R) Base(R) T(K) GB(R} AGB(MR.T) GB(M) PA(R) APA(M.R) PA(M) AS(R) AASMR) AS (M)
[CaH N | 288-36-8 1,2, 3-triazole 8474 879.3 2
SSCAT/CLA 172-48-5 2-F-pyridine -300 8527 —6.7 846.0
KSCAT/CEA (CH)LNCHO ~ 300  856.6 ~71 849.5
RNCAT/CLA 100-54-9 3-Pyridinecarbonitrile ~300  845.1 1.7 846.8
[CHL,NO ] 0281-94-3 0-U3H; NHCHO 847.4 878.4 5
TOAUE/BOW 74-89-5 CHNH, 298 864.5 -17.1 847.4
[CLNO,] 7541-16-4 (CH:NCOOCH, 8473 878.3 5
N7TTAE 766-4-41-7 NH; 350 819 28.8 847.3
| CHNLO 14906-64-0 3-cyano-pyridine-1-oxide 847.1 879.6 0
G2MIS/TER (94-59-7 pyridine-T-oxide 343 8929 ~46.0 847.1
JCHYN, | 290-37-9 Pyrazine 347.0 877.1 7.8
7604-41-7 NH; 350 819 259 844.2

/ To04-41-7 NH;, 350 819 279 846.2
TINAL! 75-04-7 CHNH, 550 878 -25.1 849.7
[Col,0] 141-79.7 CHC=0)CH, 846.9 878.7 2
HHDOTEA 100-48-1 tatboninile 313 840.8 1.7 847.1
SSBOUV/DIA 372-48-5 2-F-pyridine 313 8527 -6.3 846.4
SOKAM/YOU 108-20-3 (i-C;H;),0 333 828.1 8.6 837.2
| CoHGIN| 626-01-7 3-1-CoH NI, $46.8 878.7 2
STLAU/NIS 0(2-53-3 CHNH, 600 850.6 —38 846.8
[CLNO] 563-83-7 i-C3H,CONH, 846.7 878.6 2
OTHOMZHER 100-48-1 4-Pyridinecarbonitrile 333 8488 1.5 850.2
OTHONIER 100709 2-Pyridincearbonitrile 333 841 —1.1 839.9
YTIHOM/HIER 2450-71-7 HCCCH,NH, 333 8535 =32 850.0
97THOM/HER 678-48-9 {CH;),NCOOC, Hs 333 865.6 —34 8623
[ €8] 625-80-9 (i-C3H,),8 846.6 876.4 9
BTTAl 7604-41-7 NH; 350 819 284 846.6
RITALD T664-11.7 NH, 350 219 28.4 846.6
TOAUL/BOW 74-89-5 CH;NH, 298 8645 —18.1 846.4
[CisH ] 120-12-7 Anthracene 846.6 877.3 5.8
BSVAN/LEA Sce Refs.
SOMAU ES1-18-8 H,N(CH,).CN 482 8325 1.3 831.8
SOMAL 62-53-3 C HsNH, 482 850.6 =33 846.6
[CollgN,05] 37622-90-5 4-(C,Hjy 846.5 880.7 -58
9INOT/HER 2450-71-7 HCCCH 333 BS35 =75 846.0

GINOT/IER 372-48-5 2-F-pyridine 333 8527 -6.3 846.7

s
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Tasrr 2.

Summary of proton transfer thermochemical data for cach hase M. sorted by pas basicity of M

Continwed

[Formula} Reg No(M) Base(M) GB(M) PA(M) AS, (M)
YrSyuib Reg NofRY Basc(R) T(Ky GB(R) AGB(MR.T) GB(M) PA(R) APA(M.R) PA(M) AS(R) AASIMR) AS(M)
QINOT/HER Sdd-0-1 n-C H,)S 333 84211 38 846.3
1C, 1 FNO| 824-76-9 4-F-C H4CONIL, 846.3 877.2 5
OHGRU/CAL 106-47-8: A-CLCHNH: CHNIH S 842-851
02333
1O, CINO | 619-56.7 4-CCH,CONI, 846.3 877.2 5
DIGRU/CAL LCHCH N CHNH, 842-851
JCHLCINO ] 618-18-4 3-C-CH,CONH, 846.3 §77.2 s
O4GRUCAL L06-47-8: SCuHNHL C HNH, 842-851
(2333
| CoHFNO) 455-37-8 F-C H,CONI, 846.3 877.2 5
GIGRUZCAL 106-47-8: $-CHC Ny C N 842-851
(2533
[CH N, 1530-87-6 Piperidine, 1-carbonitrile- 846.1 876.7 6
YIBERAIEL Sd-40- 1 (n-CyHGS ~33% 8421 2.1 8443
YIBERLEL 200-37-9 Pyrazine ~ 338 847.0 0.8 847.9
150,00 155174-21-3 2-Oli-benzyl 846 878.5 0
OHHOK/Y AN kinetic method 846
1C 31006-98-1 a-t-butylstyrene 4-CH, 8457 874.6 12
OINAK/NOM 100-438-1 J-Pyridinecarbonitrife 343 8488 =21 846.2
O2INAK/NOM 100-54-9 A-Pyridinccarbonitrile 343 845.1 0.8 845.5
[CLILEN,] §71-31-8 CHLCH,NNN 8455 878 0
RUANTTOAC See Refs. 358 878x21
1€y 146558-41-0 w-t-butylstyrene,3,5-dimethyl 845.5 874.3 12
YINAK/NOM 100-54-9 3-Pyridinecarbonitrile 343 8451 1.3 8459
DINAK/NOM 123-54-6 CHLCOCH,COCH, 343 836.8 9.6 8453
13115-24-7 Acetamide, N-hydroxy-N-methyl 845.3 876.2 5
289-95-2 Pyrimidine 338 8557 -10.1 845.6
109-97-7 pyrrole 338 8438 1.3 845.1
[CH,NO | 79-05-0 C,H:CONH, 845.3 876.2 5
OTHOMMER 111477 n-Cally)S 333 8349 6.7 841.7
QTHONHER (e-C3HL,CO 333 8506 0.9 8507
YTHOM/HEK Pyrazine 3330 847.0 —37 %454
9THOM/HER 625-80-9 (i-C3H7,8 333 846.6 -1.0 845.8
97HOM/HER 272-48-5 2-I-pyridine 333 8527 ~9.0 843.7

$3TNO3ITOW 40 SALLINIAIY NOLOHd ANV S3ILIDISVYE ISVHC SYH
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Tagik 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg NotR) Base(R) T(K) GB(R) AGB(M,R.T) GB(M) PA(R) APA(M,R) PA(M) AS(R) AAS(MR) AS, (M)
{ConH ] 191-24-2 1,12-Benzoperylene 845.2 876.0 58
NvAL 02-58-5 € MsNH 308 830.0 0 8349.8
SOMAL T004-41-7 NIt 550 819 24.7 840.6
[CHLN, ] 100-54-9 3-Pyridinecarhonitrile 845.1 877.0 2
QIAUE/WER 110-86-1 pyridine 300 898.1 ~52.7 8454
3TTAE T664-41-7 NH, 350 819 26.1 844.7
S3TAL2 T604-41-7 NH; 350 819 25.6 844.2
ToAUE/WERB2 74-89-3 CH\NH, 298 B6d.S —19.5 845.0
TSTAL T664-41-7 NH, 350 819 27.0 845.6
TSARN T661-11-T NH, 350 k19 270 R4S5 A
1¢;H50] 41115-75-7 3-Mec-phenoxy 845 877.5 0
UAROK/Y AN Kinetic method 845
[Crlls04] 13544-66-6 34,5-(CH,) - CyH,-COLCHy 844.6 875.5 5
96DEC/EXN 02-53-3 CHsNH, 338 8506 -5 845.5
DISe)] N 23617-71-2 2 4-(CH)-CH-COOCH, 338 8372 73 844.5
Q6D FH-47-7 (n-C 15,8 338 8349 8.6 843.7
[CHNOJ 288-42-6 oxazole 844.5 876.4 2
DIMALESTE 62.533 CyHNIH, 600 850.6 -3 846.8 882.5 -92 8732 2 92 12
QIMALU/SIE 372-48-5 2-F-pyridine 600 852.7 -9.2 8435 884.6 —88 875.8 2 0.4 2.4
OEMALI/SIE 765-43-5 ¢-CHCOCH, 600 823 19.7 842.7 854.9 17.6 872.4 2 33 53
YIMAUISIE 109-97-7 pyrrole 600 8438 33 847.4 8754 04 875.8 28 42 7.0
SOMAU/LIE 60-29-7 (C,H),0 600 801 364 841.9
{Cyoll50] 5379-15-8 3,5-(CH;)=C(H;-COCH; 844.2 876.0 2
QIKUK/STR 122-00-9 4-CH;-C H-COCH, 320 8436 -1 842.6
SoMIS/EL YR-8O-2 ColsCOUH; 343 829.3 139 845.2
[Cyaty] 77387-50-9 1,16-Dimethyldodecahedrane 844.0 876.5 0
S6SAN/BAL 111-43-3 (n-C3H7),0 428  8i0.5 314 844.0
1C,HN] 109-97-7 pyrrole 843.8 8754 2.8
QTEAS/SMI theory 298 28
7664-41-7 NH, 600 819 297 8456 8536 238 877.4 ~6.4 96 32
74-89-5 CH,NH, 600 864.5 -15.9 845.6 899.0 —25.9 873.1 -7 16.3 9.3
DIMAU/SIE 7664 41 7 NH; 600 819 285 844.7 853.6 20.0 874.5 6.4 12.6 0.2
YIMAU/SIE 765-43-5 ¢-C3;HCOCH; 600 823 15.9 838.7 8549 209 875.8 2 -79 —-59
S6MAU/LIE 60-29-7 (C:H),0 600 801 35.1 840.4
SIHOU/SCH T664-41-7: NH;: CH;NH. 819-864
74-89-5
TOMAU 75-04-7 C,HsNH, S50 878 —26.8 849.2
T9LAU 7664-41-7 NH, 650 819 254 841.2

9ps
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TasLk 2. Summary ol proton transter thermochemical data tor each base M, sorted by gas basicity of M—Continued

[Formula | Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR,T) GB(M} PA(R) APA(M.R) PA(M) AS,(R) AAS(MR) AS, M)
TOAULEBOW T664-41-7 NH, 298 819 25.4 844.4
T3IYAM/KER 7604-41-7 NH; 600 819 299 846.2
[C51,S] 100-68-5 CeHSCH, 843.7 872.6 12
RTTAE T664-41-7 NH; 350 819 25.6 843.7
|Crotty20] 25108-57-0 3-CHOCHC(CH)=CH, 843.7 872.6 12
BTTAV T664-41-7 NH, 350 819 256 8437
1C,H,0] 122-00-9 4-CH-C4H,-COCH, 843.6 875.5 2
STTAF 7604-41-7 NH; 350 819 252 8437
ROMIS/IFU) 98-80-2 CHCOCH, 343 8293 16.3 845.6
SIBRO/ABB T604-41-7 NH, 320 819 22 841.0
1C N0 11006.56.3 deeyano-pyridine. Laovide 8427 873.4 5.8
92IMIS/TER 0694-59-7 pyridine-t-oxide 343 8929 —50.2 842.7
1CLHLO) 2142-71-4 2,3-(CH,)=CH;-COCH; 842.7 874.6 2
YIKUK/STR 122-00-9 4-CH,-C H,-COCH, 320 8436 =1 842.6
4663-22-3 ¢-C.H:C(CH)=CH, 842.7 R71.6 1
7664-41-7 NH, 350 819 252 8432
S3TAI2 7604-41-7 NH, 350 819 25.6 8437
TOAULBOW To64-41-7 NH; 298 819 22.0 841.0
[ CsHyN,04] 1122-61-8 4-(NO,)-pyridine 842.5 874.3 2
YTAUE/WEB 110-86-1 pyridine 300 898.1 —56.1 842.0
RTTAE 7664-41-7 NH; 350 819 229 8415
SITAR2 7664-41-7 NH, 350 819 229 841.5
TYOAUE/BOW 74-89-5 CH;NH, 298 8645 —19.5 845.0
TSTAY 7664-41-7 NH; 350 819 238 8424
TSARN 7664-41-7 NH; 350 819 238 8424
TITAA/MEN [10-86-1 pyridine 320 898.1 =757 8224
[CH il 26444-18-8 3-CH;CH,C(CH;)=CH, 8424 8713 12
RTTAE To64-41-7 NH; 350 819 24.3 8423
[CyHS] 544-40-1 (n-C;Hy),S 842.1 871.8 9
8TTAF T004-41-7 NH, 350 819 238 842.0
[CH,0] 3174-49-0 2-Me-phenoxy 842 874.5 0
94HOK/YAN kinetic method 842
[C4HLCIN] 106-47-8 4-CIC(H,NH, 842.0 873.8 2
87TAF 7664-41-7 NH; 350 819 233 8419
B8ITAF2 T004-41-7 NH, 350 819 23.3 B841.9

S3TNIITON 20 SIILNIHAIV NOLOHd ANV S3ILIDISYE ISVHd SV
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Tasik 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula| Reg No(M) Base{M) GB(M) PA(M) AS (M)
Y1 Suuib Reg NolR) Basc(R) T(K) GB(R) AGB(M.R,7) GB(M)  PA(R) APA(MR) PAM)  AS(R) AAS(MR) ASM)
TISUM/POL, T064-41-7 NH, 350 819 247 843.2
TSTAE T604-4)-7 NH, 350 BI9 24.7 843.3
TSARN 700-4-41-7 NH, 350 819 247 843.3
[ €l N0, 362-43-6 2".3'-O-isopropylidencuridine 841.7 874.2 0
TSWIHL/MCC 7604-41-7: NU. CHNH, 819-864

74-89-5
[CyoH N0 5627-05-4 5,6-Dihydrouridine 841.7 874.2 0
TSWH/MCC 7664-41-7; Nil,: CH\NH, 819-864

74-89-5
[ C5sHLCING| 87-42-3 6-Chloropurine 841.7 873.6 2
TIWH/MCC To6d-41-7: NH,: CH,NH, 819-864

74-89-5
JC4HN, 0O 557-01-7 2(1H)-Pyrimidinone 841.7 872.7 5
TSWILMCC 7604-41-7; NIf;: CHiNH, 819-864

74-89-5
[ CLHN 0, 66-22-8 Uracil 8417 872.7 5
FSWIL/IMOC JO04-41-71 NH3 CH3NH, 819-804

74-89-5
1CH 0] 2142-73-6 2,5-(CHy),CH;-COCH, 841.6 873.5 2
QIKUK/STR 122-00-9 4-CH-C H-COCH, 320 8436 -2 841.6
1C11,,0] 17348-59-3 (i-CaH) O(t-CHy) 841.5 8707 i
TOAUE/BOW 74-89-5 CH;NH, 298 864.5 -229 841.5
[€ o H BN 591-19-5 3-BrCgHNH, 841.4 8573.2 2
SILAU/NIS 02-53-3 C,HsNH, 600 850.6 ~9.2 841.4
1€ ol oke] 102-54-5 M) Fe 841.3 $63.6 34
SOMAU 2-F-pyridine 600 8527 0.4 843.5 8846 151 869.5 2 259 279
SYMAU pyrrole 600 8438 5.0 839.5 875.4 -9.2 866.2 2.8 23.4 26.2
SSIKOSUN 95-50-2 CltsCOCT S00 8293 19.2 842.1 801.1 2.5 858.0 2 43.3 43.5
SYIKO/SUN 026-60-8 3-Cl-pyridine 500 8715 -25.1 8400 9034  —360 867.4 2 35 37
SBIKO/SUN 68-12-2 (CH;)-NCHO 500 856.6 -7.1 843.7
SSIKO/SUN 109-97-7 pyrrole 500 8438 7.9 845.5 342
T5FOS/BEA2 4143-41-3: (E)-CH;N=NCHy; CH3;NH. 834-864

74-89-5
[CsH ] 72014-90-5 (CH,C=CCHC(CHy)=CH, 841.0 869.9 2
FUAUL/BOW T60O+-41-7 NH, 298 819 22.0 841.0

8vs

SVIT 'O 'S ANV H3INNH 71 'd 3



OULF © NIV LU I¥A SEYU 3YO vTau Tau

Tasi 2. Summary of proton transter thermochemical data for each

base M, sorted by gas basicity of M= Continued

|Formula] Reg No(M) Base(M) GB(M) PA(M) AS, (M)
Yisquib Reg NotR) BasciR) T(K) GB(R) AGB(M,R,T) GB(M) PA{R) APA(MR) PA(M) AS‘,(R) AASP(M,R) AS (M)
[C4 -, 041 3068-00-6 HOCH,CH(OH)CH,CH,0OH 841 905.9 —109
ROSUN/KULL See Refs. 300 841 904
[CHNS] 100-70-9 2-Pyridinecarbonitrile 841 8729 2
OFAUE/WEDB L10-86-1 pyridine 300 898.1 —56.1 842.0
R7TTAE 7004-41-7 NH, 350 819 20.1 838.7
NYTAE) 7004-41-7 N, 320 819 18.0 83038
TOMAUMUN 62-53-3 CoHsNH, 350 850.6 -8.7 841.9
FOALIL/AWELD F4-49-3 CHNH, 208 RAd S =275 R42.0
jC.S] 12602-41-4 8 840.7 869.9 12
9IMAC/SUD theory 298 869.6
| C4,0] 109-92-2 C,HOCH=CH, 840.4 $70.1 95
DIROP/ANY St1iot n-CH).S 373 8421 —0.4 841.6
U4KOP/ANY 111-47-7 (n-C;H45),8 373 8349 33 8383
QITMAL/STE 288-42-0 oxazole 600 8445 -04 841.8 876.4 -4.6 871.8 2 75 9.5
OIMAU/SHE 372.48-5 2-F-pyridine 600 8527 —10.5 840.0 884.6 =151 869.5 2 7.4 9.1
SOBOU/DIA 622-97-9 4-CH-CH,-CH= CH, 313 8328 0 832.9
1CH L] 129-00-0 Pyrene 840.1 869.2 115
SSVAN/LEA See Refs.
ROMALU 151-18-8 HLN(CH,),ON 549 8325 9.6 838.0
SOMALL 62-53-3 C,H:NH, 514 850.6 —6.3 8423
[CHCT] 2108-20-5 CHCI 839.9 874.1 ~5.8
NSLIAKAR 98-80-2: 62- CHLCOCHs: CHNH, 829-851

53-3
{CHNO] 79-06-1 2-propenamide 839.8 870.7 5
YOWOL/GRU 122-00-9 4-CH;3-C H;-COCH; 320 8436 -34 840.2
QOWOL/GRU! 98-83-9 C Hs-C(CH,)=CH, 320 8353 3.9 839.3
|CeH N 371-40-4 4-F-CH;NH, 839.7 871.5 2
8TTAF 7664-41-7 NH; 350 819 21.1 839.6
SITAA/SUM 7604-41-7 NH,; 320 819 192 838.1
ISTAE 7664-41-7 NH; 350 819 229 841.5
TSARN 7664-41-7 NH; 350 819 229 841.5
(SO N 121-98-2 4-CH0-Cl-COOCH; 839.6 870.6 s
goMIS/FUS2 93-53-3 CHsCOCH, 343 8195 20,1 839.6
[CyH,CIO] 120136-29-0 3-Cl-4-CH;0-CH;-CCH 839.5 8719 0
92MIS/ARL 536-74-3 CoHs-CCH 323 801.3 38.1 839.5
[CyH,1O] 120130-28-9 3-F-4-CH30-Cgl3-CCH 839.5 871.9 0

S$31ND3FTOW 4O SAILINIAAY NOLOHd ANV SZILIDISVE 3SVHd SVO
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Tasti 2. Summary of proton transfer thermochemical data for each base M, sorted by ‘gas basicity of M—Continued

[Formula} Reg No(M) Base(M) GB(M) PA(M) AS, (M)
YrSquih Reg NotR) Buse(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APA(M.R) PA(M) ASHR) AAS(MR) AS (M)
QIMIS/ARL S530-74-3 C.Hs-CCH 323 801.3 38.1 839.5

1C a0 Si) 120093-92-7 3-CH;-CoH4-C(Si(CH;);)=CH, 8394 868.3 12
O2MIS/ARI2 123:54-0 CH;COCH,COCH; 308 836.8 25 839.1

O2IMIS/ARI2 108-20-3 (i-C H),0 308 828.1 10.0 838.2

O2IMISIARI2 100-70-9 2-Pyridinecarbonitrife 308 841 0 840.9

[ Cyll,0,] 586-37-8 3-CH,0-CH-COCH, 839.3 871.2 2
ROMIS/EUY 98-86-2 C HsCOCH, 343 829.3 10.0 839.3

1€l 1124-20-5 Benzene, 1-methyl-3-(1-methylethenyl)- 838.7 867.6 12
ROGAL/SPE See Refs. 838.7

[Cell 40} 6863-58-7 (sec-C4H),0 838.5 865.9 17
K2MAU 111-43-3 (n-C;H;),0 335 8105 28.0 838.5

[Calg) 146558-42-1 a-t-butylstyrene,3-CH; 838.5 867.4 12
9INAK/NOM 123-54-6 CHCOCH,COCH, 343 8368 38 839.5

OINAK/NOM 108-20-3 (i-C3H9),0 343 828.1 9.2 837.6

[CHN] 7188-38-7 1-C4H,NC 838.3 870.7 0.1
ROMAU/KAR 62-53-3 CoHsNH, 335 850.6 -9.2 841.5

BOMAU/KAR 109-97-7 pyrrole 335 8438 -38 840.1

SOMAU/KAR 108-20-3 (i-C;H),0 335 828.1 4.6 8333

| C 1,01 20843-07-6 3,4-dimethylfuran 838.3 869.0 5.8
B5HOU/ROL. 123-54-6 CH,COCH,COCH, 313 836.8 1.7 838.3

{CyH 0| 4694-17-1 5,5-Dimethylcyclohex-2-¢ne-1-one 8379 869.8 2
RTTAY 7664-41-7 NH; 350 819 19.2 837.8

SOTAF/GAL 1008441~/ NH; 350 B1Y 19.4 837.9

[CioH1,0,] 38404-42-1 3,4-(CH,);-C4H;3-CO,CH; 837.5 868.5 5
YODEC/EXN 111-47-7 (n-C3H,),S 338 8349 1.4 836.5

96DEC/EXN 123-54-6 CH;COCH,COCH; 338 836.8 24 838.5

96DEC/EXN 108-20-3 (i-C3H,),0 338 828.1 9 837.6

[CsHN05] 1124-33-0 4-(NO,)-pyridine-1-oxide 8373 868.0 5.8
92MIS/TER 694-59-7 pyridine-1-oxide 343 8929 —55.6 837.3

[CoH120;] 23617-71-2 2,4-(CHj;),-C¢H3-COOCH, 837.2 868.2 5
YIDEC/ERT 108-20-3 (i-C3H7),0 338 828.1 93 837.9

93DEC/ERT 111-47-1 (n-C3H5).S 338 8349 s 836.6

[CsHL0,] 123-54-6 CH;COCH,COCH; 836.8 873.5 —14
93DEC/ERT 89-71-4 2-CH;-CoH,COOCH; 338 8273 7 835.0

0SS
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Tanrk 20 Summary of proton transter thermochemical data for cach base ML sorted by gas basicity of M Cantinued

[Formula| Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquih Reg No(R) Base(R) 7(K) GB(R) AGB(M\R.T) GB(M) PA(R) APA(M.R) PA(M) ASHR) AAS(MR) AS (M)
RTTAN 7663-141-7 NH. 350 819 16.9 836.3

NVTALD o610 117 NI, 350 210 1R S R370

RIMALU 111-47-7 (n-C.H;),S 600 8349 -2.5 839.3 864.7 5.0 869.7 9 —12.6 —3.6
NIMAU 109-97-7 pyrrole 600 8438 -10.7 §38.1 875.4 —0.4 875.0 28 -17.2 —14.4
S8ICAS/KIM 1H-43-3 (N-C;H;),0 323 8105 23.8 835.1

TUAUE/BOW 74-8Y-5 CH\NH, 298  864.5 -27.3 837.1

v} 7440-62-2 v 836.8 859.4 33
SSELK/ARM 859*6

1 C,HF,N] 430-67-1 CF,1CH,NH, 836.6 870.5 -5.1
ROTAIY 7604-41-7 NH, 320 819 17.2 836.1

BITALIR2 Too4-41-7 NH; 350 819 18.3 837.2

TOAUEBOW 74-89-5 CH;NH, 298 864.5 -278 836.7

ISTAE 7664-41-7 NH, 350 819 19.2 838.2

TSARN 7664-41-7 NH: 350 819 19.2 838.2

[ Col,O 585-74-0 3-CHCH,-COCH, 836.4 $68.2 2
SOMIS/FUT 98-806-2 C HsCOCH, 343 8293 7.1 836.4

1C4H,0:P} 280-45-5 2,6,7-Trioxa-1-phosphabicycio] 2.2.2. joctane 836.4 868.8 0
SOHOD/HOU 8§7-85-4 (CH;)-Cy 320 836.0 (¢} 836.5

SOHOD/MOU 123-54-0 CH;COCH,COCH, 320 836.8 0 836.6

1 HCINY 108-42-9 3-C1-CH,NH, 836.3 868.1 2
87TAI 7604-41-7 NH; 350 819 18.8 837.3

BILAU/NIS 02-53-3 CeHsNH> oD ¥OU.0 =130 ¥3/.6

T9L.AU T664-41-7 NH, 650 819 177 833.7

TISUM/POL. T664-41-7 NH; 350 819 18.3 835.9

7SARN 7604-41-7 NH, 350 819 20.6 839.2

[CsH,0] 34314-83-5 4-Methyl-2,3-dihydrofuran 836.2 868.6 0
BGBOUDIA 123-54-0 CH;COCH,COCH; 313 830.8 —0.5 836.2

[C el 0] 26537-19-9 4-4-C,Hy-CH ~COOCH, 836.2 867.1 5
S86MIS/ILN2 93-58-3 C.H;COCH; 343 8195 17.2 836.7

[ColL,CIS 120136-30-3 3-C1-4-CH;S-CH;-CCH 836.1 868.6 0
OIMIS/AR] 5267123 C,H, CCH 323 801.3 34.7 836.1

[CyH,,CLO| 17530-69-7 3-Chloro-5,5-dimethylcyclohexen-2-one 836.0 867.9 2
87TAE T7664-41-7 NH, 350 819 i7.4 836.0

(€l 8§7-85-4 (CHY-Cy 836.0 360.6 264
RTTAL Tahd-11-7 NH, 350 RIG 197 R37.0

BOSTO/LI 527-53-7 1.2.3.5-(CH;)-C H. 300 816.5 19.2 835.8 845.6 14.6 860.2 11.4 16.1 275

S3TNIITOW 40 SAILINIAAV NOLOUd ANV S3ILIDISVE ASVYH SVO
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Fasie 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS, (M)
YrSquib Reg No(R) Base(R) T(K) GB{R) AGB(MR.T) GB(M) PA(R} APA(M.R) PA(M) AS,R) AAS(MR) ASJM)
SeSTON 700-12-9 (CHYs-CH 300 8235 1.3 834.8 850.7 8.8 859.5 17.6 7.7 253
SYPAE 7604-41-7 Nii, 350 819 19.2 836.6
TIWOL/ABB 0.30-08-0 CO 350 836.8
TOWOL/DEV 71-43-2 CoH, 3200 7254 105.0 8304
TSWOLATLAR Tao4-41-7 NIty 250 819 22.0 839.3
1€l 1118-58-7 CH,CH=CHC(CH,)=CH, 836 864.9 12
TOAUE/BOW T604-41-7 NH; 298 819 17.1 836.1
| Cyl I NO | 1801-10-1 +CoH CONI, 836.0 866.9 5
QIGRUCAL 108-20-3: (i-CH; 0,01 pyreole 828-844

109-97-7
¢ LN 031511 CHNC 836.0 868.4 °
SOMALKAR 108-20-3: (i-CHy),0; pyrrole 335 828-844

109-97-7
[ClO] 93-35-0 CHsCOC,H; 835.6 867.4 2
STTAF T664-41-7 NH, 350 819 16.9 8355
[CHEN] 372-19-0 3-F-C,H;NH, 836.6 867.3 2
8TTAI 766-4-41-7 NH, 350 819 16.0 834.6
SILAU/NIS 62-53-3 C,HsNH, 600 850.6 ~134 837.2
TISUM/POL. 7604-41-7 NH; 350 819 16.0 834.6
[CoH 6] 98-83-9 Colls-C(CH;)=CH, 835.3 864.2 12
RTTAN 7604-41-7 NH, 350 819 16.0 834.1
SOSAN/BAL 108-20-3 (1-C3H,),0 428  828.1 8.4 837.1
SOSAN/RAL 433 (n-C,H;).00 478 RI0S 289 840.0
TETAI/WOL 7664-41-7 NH; 320 819 15.1 833.7
77WOL/ABB 87-85-4 (CHY,-C, 350 836.0 —4.6 8322
TSWOLMAR 7664-41-7 NH; 350 8i9 16.5 834.6
TSTAF 7664-41-7 NH, 350 819 16.5 834.6
[CHH GO 2282-84-0 2.4.6-(CH.);-C H,-COOCH, R36.3 866.3 5

: 111-47-7 (1-CH;),8 338 8349 =02 834.9

108-20-3 (i-C3Hy),0 338 828.1 7.1 8357
[CeH40] 625-86-5 2,5-dimethylfuran 835.2 865.9 58
SOMAU See Refs. 600 8435
8SHOU/ROL. 123-54-6 CH,;COCH-COCH; 313 836.8 1.3 837.9
S3IMAU 109-97-7 pyrrole 600 8438 =10.0 8329
[CagH 1] 191-07-1 Coronene 835.0 861.3 20.6
SOMAU 151-18-8 HiN(CH;),CN 548 832.5 4.6 830.7

2GS
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Summary of proton transfer thermochemical data for cach base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) ASp(M)
YeSquib Reg NofR) Base(R) T(K) GB(R) AGB(MR.T)  GB(M)  PA(R) APAMMR)  PAM)  ASR) AAS(MR) AS,M)
SOMAL 62-53-3 C,HsNH; 547  850.6 -6.7 839.3
[CH S 11-47-7 (n-CH4),8 8349 864.7 9
VODEC/ENN 62-533.3 C HsNH, 338 850.6 -138 836.5
NOTAI 70064-41-7 NH, 320 819 14.6 8333
SITAI2 Too4-41-7 NH, 350 819 14.2 832.4
[CHLCIN, | 15965-31-8 4-Cl-pyrazole 8349 868.5 -38
QINOT/HER 123-54-0 CHCOCHCOCH;, 333 836.8 - 16 834.9
QANOT/HER 5444041 (n-CyHg),S 333 842.1 -7.2 8353
[CHB,| 20693-67-8 1,6-C,B,H, 8343 863.8 11.5
RODIX Tood-41-7; NH,: C HsNit, 819-851

62-53-3
|Gyl OS] 1441-99-2 3-CH,S8-CH-COCH, 834.7 866.6 2
ROMIS/EU] 9%-86-2 C,HCOCH, 343 8293 54 8347
[CH,,0] 1567-72-2 3-methyl-3-penten-2-one(Z) 834.5 866.4 2
SEBOU/DIA 110-87-2 2H-Pyran, 3, 4-dihydro- 313 8334 0.4 8337
SSBOLYDIA 625-80-3 2. 5-dimethyl{uran 313 8352 -2 8332
SSBOU/DIA 123-54-0 CH.COCH,COCH;, 313 836.8 0 836.6
[C ] 1191-99-7 2,3-Dihydrofuran 834.4 866.9 0
SOBOU/DIA 622-97-9 4-CH;-CH,-CH=CH, 13 8328 ~0.4 8326
S6BOU/MIA 123-54-6 CH,COCH.COCH,; 313 836.8 ~0.4 836.3
| C.H N, 4143-41-3 (E)-CH3;N=NCH; 834.4 865.1 58
O2GARRUT theory 883
T4FOS/WILL 430-67-1 CF,HCH,NH, 320 836.6 -2.1 8343
TAFOS/BEA 7664-41-7; NH;: CH.NH, 819-864

74-89-5
[€C121,,0,] 22524-51-2 2,3,5,6-(CH;),-C{H-COOCH, 834.3 865.2 5
QADEC/ERT 108-20-3 (i-C3H4),0 338 828.1 55 834.1
9IDECIERT 93-86-2 CHsCOCH, 338 8293 53 8345
[CHN,O,] 100-01-6 4-Nitroaniline 834.2 866.0 2
B84ROL/TTIOU 108-20-3 {i-C3117),0 320 28.1 4.0 833.0
S84ROL/NHOU 123-34-0 CH;COCH,COCH; 320 836.8 -1.3 835.3
[CHL,O0] 4376-23-2 3-hexen-2-one(E) 833.8 865.6 2
88BOU/DIA 20843-07-6 3.4-dimethylfuran 313 8383 —4.6 833.7
88BOU/DIA 123-54-0 CH;COCH,COCH; 313 836.8 -2.1 834.5
88BOUW/DIA 0625-86-3 2,5-dimethylfuran 313 8352 —4.6 830.7

S3TNOITC 40 S3LLINIJHAY NOLOHd ANV S3ILIDISVE IASVHd SYVD
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Tapie 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(M\R,T) GB(M) PA(R) APA(M,R) PA(M) AS,(R) AAS(MR) AS,(M)
[Crobhy0, 13730-55-7 2,5-(CH,)2-CH,-COOCH, 833.7 864.7 5
93 RT 93-58-3 CeHCOCH, 338 8195 5.6 825.1

108-20-3 (i-C;H,0 338 828.1 57 8343

111-47-7 (n-C;H7),8 338 8349 -19 833.2
[CHF] 350403 AFCHCCH)=CH, $33.7 862.6 12
STTAL T664-41-7 NH, 350 819 15.6 833.6
STTAL2 T604-41-7 NH; 350 819 15.6 833.6
| Cylty] 277-10-1 Cubane 833.6 859.9 20.6
SOSAN/BAL 93-83-9 CHs-C(CH;)=CH, 428 8353 -29 8313
SOSAN/BAL 111-43-3 (n-C;H4),0 : 428 810.5 259 836.0
[CsH 0] 534-22-5 2-methylfuran 833.5 865.9 0
SOMAU/LILE 10-97-7 pyrrole 600 8438 =75 R371
SOMAU/LIE 60-29-7 {C,Hs),0 600 801 28.9 835.0
BSHOU/ROL. 108-20-3 {i-C3H4),0 313 828.1 0 8284
[CsHO | 110-87-2 2H-Pyran, 3, 4-dihydro- 8334 865.8 0
S86BOU/MHAN 20843-07-6 3,4-dimethylfuran 313 8383 -3.8 834.6
S8OBOU/HAN 108-20-3 (i-C+H,)-.0 313 828.1 4.2 832.6
[CygH,,0,] 25081-39-4 3,5-(CH,;),-C¢H;-COOCH; 8334 864.3 5
96DEC/EXN 111-47-7 (n-C;H;),S 338 8349 -22 8329
Q6DEC/EXN 123-54-6 CH;COCH,COCH, 338 8358 —1.2 834.9
96DEC/EXN 108-20-3 (i-C3H4),0 338 828.1 54 834.0
R6MIS/EEUI2 93-58-3 CyHsCO,CH; 343 819.5 12.1 831.6
| CyHO,8] 3795-79-7 4-CH;S-C,H;-COOCH, 833.3 864.3 5
SOMIS/FUI2 93-58-3 CH:CO,CH, 343 819.5 13.8 833.3
[CoH,S] 7133-37-1 ¢-C¢H,,SCH; 8333 864.5 4
RITAF 7664-41-7 NH; 350 819 14.6 833.1
[Ci2H20} 90547-83-4 4-Ethylcamphor 8333 865.1 2
87TAF T7664-41-7 NH; 350 819 14.6 833.2
[C4H,F,NO] 667-50-5 CF,HCON(CH;), 833.1 864.1 5
8TTAF 7664-41-7 NH; 350 819 14.6 833.1
S2PIE/HEH2 867
[C;H O] 711-01-3 Tricyclo[3.3.1.1%]decane-1-carboxylic 833.1 864.1 5

acid, methyl ester

8TTAF 7664-41-7 NH; 350 819 14.6 833.1
{C,H,30] 1660-04-4 Adamantylmethylketone 833.1 864.9 2

121
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TaBLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formuia] Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg No(R) Basc(R) T(K) GB(R) AGB(MIR.T)  GB(M)  PA(R) APAMMR)  PAM)  AS,R) AAS(MR) AS,M)
OTHOM/HER 98-86-2 C,HCOCH, 333 8293 69 836.1
O7HOM/HIER 108-20-3 (i-CH;5).0 333 828.1 4.7 8334
O7THON/THER 1TH-47-7 (n-C3H7).S 333 8349 -20 833.2
97THOM/HIR 123-54-0 CH,COCH,COCH; 333 8368 —-3.6 832.6
B7TTAL T604-41-7 NH; 350 819 11.4 830.0
1G] 622979 1-CH,-CH-CH=CH, 8328 861.7 12
BOGAL/SPE 831.8
S4HAR/HOU T004-41-7 N, 323 819 14.2 832.8
1Coll05] 15012-36-9 2,3-(CH,) - Col-COOCH, 8327 863.6 5
YADELEK T B 714 Z-UH U HCOUCH, 338 8273 0.3 833.0
1 R-80-2 C,HCOCH; 338 8293 32 8324
X 1H1-47-7 (n-C3Ho S 338 8349 -3.6 831.5

123-34-0 CHCOCH,COCH; 338 83038 2.1 833.8

108-20-3 (i-C3i15),0 338 828.1 35 832.1
[CHNO] 60-35-5 CH,;CONH, 8326 863.6 5
TIYANM/KER 7664-41-7 NH; 320 819 13.8 832.6
[CHO| 625-33-2 CH;CH=CHC(=0)CH; 8325 864.3 2
B4BOLHOP 108-20-3 (i-C3H3),0 323 828.1 4.2 832.7
S4BOUALOP 123-54-6 CH;COCH,COCH; 323 836.8 -42 8323
[ Cylly0,] 99-76-3 4-HO-CgH-COOCH, 8325 863.4 5
SoMIS/IEUI2 93-58-3 C HsCO,CH, 343 8195 13.0 8325
[1CHN, 151-18-8 H,N(CH,);CN 8325 866.4 -5
R7TAL 7664-41-7 NH, 350 819 1.9 8308
SATAE2 7664-41-7 NH; 350 819 11.9 830.8
SOMAL 7664-41-7 NH; 550 819 10.0 828.7
FIMAL 75-04-7 C.HNH, 550 878 —402 8378
75ARN 7664-41-7 NH, 350 819 14.6 833.6
1 C:H;NO, ] 150-13-0 4-NH,-benzoic acid 832.3 864.7 0
OSTAN/ISB U8-86-2: 98- CuH;COCH;: CHs-C(CH;)=CH, 829-835

339
1CHNO, 99-05-8 3-NH,-benzoic acid 832.3 864.7 0
YSTAN/ISH 98-86-20 V8- C HCOCH;: C He-CICH}=CH, 829-835

83-9
[C i1y Si) 1923-01-9 CoHe-C(SI(CHy),)=CH, 832.0 860.9 12
92IMIS/ARI2 123-54-6 CH;COCH,COCH, 308 8368 -3.8 8329
9IMIS/ARL2 108-20-3 i-C;H;5).0 308 8281 29 831.1

STINJITOW 40 SILLINIHAY NOLOHd ANV S3ILIDISYE ISVHd SYD
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Taser 20 Summary of proton transfer thermocheniical data for each base M, sorted by gas basicity of M—Continued

[ Formula] Reg No(M) Rase(M) GB(M) PA(M) AS,(M)
Vrsquib Reg No(R) Base(R) T(Ky GB(R) AGB(MR.T) GB(M) PA(R} APA(M.R) PA(M) ASR} AAS(MR) AS(M)
G ENO| 1891-90-3 23-CF-C H,CONH, 831.8 $62.8 5
QIGRU/CAL 108-20-3; (i-C H 08 3-F-C H NH, 828-835

372-19.0
[ CetiyO,] 121-71-1 3HO-CH,-COCH, 831.8 863.6 2
SOMIS/ELL UR-86-2 CoH,COCH, 343 8293 2.5 8318
1CxH, ;] 497-35-8 2-Methylenebicyclo] 2.2.1Theptane 8318 860.7 12
THALTYIOW T4-59-3 CHNH, 298 804.5 —3z7 831.8
| CL1,08] 926-67-0 CHLCES)0C,H; 831.8 863.6 2
VIABB/MO 123540 CHLCOCHLCOCTT 33 8208 5.6 830.8
OIABB/MO HI8-20-3 (i-C3H7),0 333 828.1 4.0 8326
SIABB/MO 352932 (CoHLS 333 8270 52 8324
TSR 2168-84-5 CHLC(=8)SCH, 8315 860.7 1t
SICAN/KIN 111-43-3 n-C3H,0 323 8105 209 831.5
G0 §15.24-7 (£-C,11,),CO 8315 861.3 9
STTAV 7664417 NH; 350 819 33 831.5
N2PIE/HEH 2 864
[CHHROT 10309-50-9 4-Mcthylcamphor 831.4 863.3 2
STTAY 7604-41-7 NH, 350 819 12.8 831.4
1€ HNO, | 540-80-7 (-C4H,ONO 8314 863.9 0
TREAR/MCM 7004-41-7: NH: pyrrole 819-844

109-97-7
[CH0] 19066-23-0 Adamantylmethylether 831.0 860.2 11
N7TTAE TO04-41-7 N, 350 819 12.8 8309
| CH,08;] 19708-81-7 CH;0C(S)SCH; 830.8 862.6 2
YIABB/MO 123-54-6 CH,COCH,COCH; 333 8368 =57 830.7
OIABB/MO 108-20-3 (i-C;H,)-0 333 828.1 22 830.9
[€7H145] 6572-99-2 Heptamethylenesulfide ¥30.7 860.5 9
8TTAE 7664-11-7 NH, 350 819 124 830.0
[CHNS 5616-32-0 CH,;NHCH,CN 830.7 863.8 2
R7TAE 706-1-41-7 NH; 350 819 1.9 830.7
BATAE2 T604-41-7 NH; 350 819 1.9 830.7
[Col1,051 99-75-2 4-CH;-CH,-COOCH; 830.6 861.6 5
96D N 123-34-0 CHCOCH,COCH, 338 8368 —4.1 832.0
Y6DEC/EXN 108-20-3 {1-CH53.0 338 8281 2.2 830.8

9cg
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Summary of proton transfer thermochemical data for cach base M. sorted by gas basicity of M ~Continucd

{Formula| Reg No(d) Base(M) GB(M) PA(M) AS, (M)
YiSquib Reg NotR) Base(R) T(K) GBR) AGB(MR.7)  GB(M)  PA(R) APA(M.R) PA(M) ASR) AAS,(MR) AS,(M)
YODEC/ENN 305 80-0 (i-CiH),CO 338 8205 9.7 8304
SOMIS/IL2 93-58-3 C H.COClE, 343 819.5 9.6 829.1
1O 107-25-5 CH,=CH-OCH, 830.3 859.2 12
OSSMI/RAD theory 298 849.2
QIMAL/SIE 75390 2 CIHCHLNIG 600 8129 238 831.6 846.8 13.0 859.8 -5 18.4 134
QIMALYSIE T00:4-11-7 NH, 600 819 853.6 0.8 854.4
890SA/DLEL 123-54-6 CHCOCH,COCTH, 313 836.8 -59 830.6
SOOSA/DEL 108-20-3 (t-CyH),0 313 8281 04 828.6
1CaIL ] 5676-29-9 a-t-butylstyrene 830.3 859.2 12
OINAK/NON 123-54-0 CILCOCH.COCH, 343 8368 ~4.6 8311

108 20-3 (-CTi,0 343 828.1 13 829.6
UINAK/NOM T05-13-5 ¢-CaiCOCH, 343 823 75 830.1
[CHLEN,) 35277-02-2 4-fluoropyrazole 8294 863.0 —4
OIABRB/CAR 123-54-0 CH.COCH,COCH, 333 836.8 -69 829.6
DIABBICAB TOR-20-3 1i-C4115),0 333 828.1 0.7 829.5
[0S ] 1822.74-8 CH,=CH-SCH, 8293 858.2 12
SUOSA/DLL 123540 CHCOCH,COCH, 313 8368 ~54 831.1
NOOSADEL H)/-25-5 CH, - CH-OCH, 313 830.3 —-1.3 829.0
NHIOSA/DLL 108-20-3 (G-CiH5),0 313 8281 —0.4 8278
[CalhO) 98-86-2 CHCOCH; 8293 861.1 2
GIMALYSHE 7004-41-7 NI, 600 819 12,1 828.6 833.6 8.8 862.4 —6.4 4.6 —1.8
OINMALYSIE 95136 indene 600 819.6 8.4 830.7 843.8 10.9 859.7 I —4.2 6.8
QEMAL/SHE H0-42-5 CHWCHCH, 600 809.2 205 831.3 8395 23.0 862.5 7.4 ~4.2 32
N7TTAK T00:4-41-7 NH; 350 819 7.8 826.4
ROTAF/GAL T604-11-7 NI, 350 819 8.0 826.5

See Refs.

SITALF T004-41-7 NH; 350 81y 78 826.4
ST ATUNIS 61533 CHANH, 600 R3(b 6 19.7 K309
SIBRO/ABB 67-64-1 {CH,CO 320 7821 372 819.5
TOLAU 7604-41-7 NH, 050 819 9.1 825.1
1€k S 140843-92-1 4-F-C H-CSICH ) ) = Cl 829.1 858.0 2
OIMIS/ARE2 108-20-3 (i-C:H0 308 828.1 1.3 829.4
GINIS/AR]2 S63-80-0 (i-CJ1;),CO 308 K205 84 828.8
[Ctal 7399-49-7 Benzene, 1-methyl-2-(1-methylethenyl)- 828.9 857.8 12
SOGAL/SPE 828.9
1€ H 04 #997 J-Acetyl-3.5-dimethyleyclohexen-2-one 828.8 861.2 0
RITAE To04-41-7 NH, 350 RI1Y 10.1 828.7

SITNOITON 40 S3LLINIAHY NOLOHd ANV S3AIUDISYE ISVHd SVO
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Tamk 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

{Formula] Reg No(M) Base(M) GB(M} PA(M) AS (M)
YrSquib Reg NofR}) Base(R) T(K) GB(R) AGB(M\R,T) GB(M) PA(R) APA(M,R) PA(M) AS,(R) AAS,(MR) AS,(M)
[CCL] 1605-72-7 cn, R28.5 861 0
GIPALISQU threshold value 298 861
SSLIA/KAR 107-12-0; CHHONL n-CiHL,CN 763-768

109-74-0)
TRAUS/LIA2 60-29-7 {CyHh0O 801 <801
[CHNO] 145798-71-6 HNCCCO 8285 861 o
941 A/HAV theory 861
1CH,0] 108-20-3 (-C4H,),0 828.1 855.5 17
X7TAE 766:4-41-7 NH, 350 819 9.2 827.0
BOSAN/BAL 505-80-0 i-CyHo),CO 428 8200.5 8.8 8283
ROSAN/BAL 6Y3-65-2 1-CsHy )50 428 8253 42 829.5
SOSAN/BAL PIT-43-3 n-C;H7,0 428 810.5 20.5 831.0
SICAS/KIM L11-43-3 (n-C3H7),0 323 810.5 16.3 826.8
S2MAL 111-43-3 (n-C3H4),0 335 810.5 163 826.8
SIBRO/ABB 07-64-1 {CH,),CO 320 782.1 40.6 822.6
SOLIA/SHO HIS-11-7 (CH),C=CH, 340 7756 45.6 821.3
TOAUE/BOW 7004-41-7 NH; 298 819 11.2 830.2
1Cenl 99685-96-8 buchminsterfullerene 8275 NE NE
YIMCI/CAL 7664-11-7; NHy: 1.2.34,5.6-(CH,},-C,, 819-836

/-84
[Cral 115383-22.7 [5.6]Fullerene-C,, 827.5 NE NE
YIMCE/CAL 7664-41-7; NHy 1.2,3.4.5.6-(CH,)-Cq 819-836

87-85-4
[ ColTyCI0O;4] 37908-98-8 3-C1-4-CH30-C¢H;-COOCH; 827.5 858.4 5
SOMIS/I)2 93-58-3 C4HsCO,CH, 343 8195 79 8275
[Cl1,0] 76-22-2 Camphor 8273 859.2 2
BTTAF 7604-41-7 NH; 350 819 8.7 8273
[CoHyCrO;] 41311-89-1 (CsHg)Cr(CO);CH, 827.3 859.8 0
SISTE/BEA T664-41-7 NH;, 320 819 8.4 827.3
[CyH1g0;] 89-T1-4 2-CH;-CsH;COUCH; 827.3 858.3 5
9INDEC/ERT 93-58-3 CeHsCO,CH; 338 8195 9.4 828.9
93IDEC/ERT 98-86-2 CeHsCOCH; 338 8293 -26 826.6
9IDEC/ERT 565-80-0 (i-C3H,),CO 338 8205 5.8 826.5
9IDEC/ERT 108-20-3 (i-C;H;),0 338 828.1 —-1.3 827.3
[CyH40] 4265-25-2 2-methylbenzofuran 827.2 859.6 0
S8BOU/DIA 107-86-8 3-methyl-2-butenal 313 8250 2.1 827.2

855
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Summary of proton transfer thermochemical data tor cach base M., sorted by gas basicity of M-~ Continued

{Formuta| Reg No(M) Base(M) GB(M) PA(M) ASg(M)
YrSyuib Reg NotR) Base(R) T(K) GB(R) AGB(M{R.,T) GB(M) PA(R) APA(M.R) PA(M) ASL(R) AAS(MR) A8 (M)
[C 0] 2122-46-5 CoH50 radical 827 857.7 5.8
GHIOK/Y AN kinetic method 827
SODEI/MC] 0623-54.7 (-C4H)OC He: (CH4),S 814-827
152932
1CHS) 352.93.2 (C,Ha),S 827.0 856.7 9
BTTAK 7604-41-7 Nit; 350 819 7.3 825.6
RITAIR 7064-41-7 Ni, 350 819 7.3 825.6
TOAUL/BOW T604-41-7 NH, 298 819 93 828.3
[CH,,0] 637-92-3 CoHO(t-C4H,) 826.9 856.0 1
STIAE 7664-41-7 NH; 350 819 8.7 826.8
SITAE2 To04-41-7 NH; 350 819 8.7 826.8
[CyH,] 3100-04-7 1-Methyleyclopropene 826.9 856.0 11
TIAUT/BOW 7004-41-7 NH, 298 819 78 826.8
| Cstyy ] 16906-27-7 1-ethenyl-1-methyleyclopropane 826.9 856.7 12
TOAULOW TOO4-41-7 NH 298 819 1.8 826.8
99-36-5 3-CHy-CH,-COOCH, 826.8 857.7 5
123-54-0 CH,COCH,COCH, 338 8368 =77 828.4
108-20-3 (-C,H;),0 338 828.) =1.7 826.9
565-80-0 (i-C3H;),CO 338 8205 5.8 826.5
BOMIS/U2 93-54-3 CoH5COCH, 343 819.5 3.9 8254
1 CLFO] 403429 4-F-CH,-COCH, $26.8 858.6 2
SOMIS/IUT 9R-86-2 C,HsCOCH, 343 8293 -25 826.8
[CH,N, | 334-88-3 CH,NN 826.7 858.9 1
94HOR/GLA theory 883
94GLASZU theory 298 883.7
S4BEAJEYLE See Refs. 841-866
FAIOS/REA 7661 11 7 Ml (E3-CIHGN = NCI 819-834
H143-41-3
[CsH,S] 854-14-3 2-Methylthiophene 826.5 859.0 0
BoOMALU See Refs. 600
KIMAU 765-43-5 ¢-CH;:COCH; 600 823 29 826.5
[Colly] 611-15-4 Benzene, 1-cthenyl-2-methyl 826.3 855.2 12
SOGALSPE 826.3
[CsH S| 1613-51-0 ‘Tetrahydrothiopyran 826.0 855.8 9
[TTAL T004-41-7 NH; 350 819 78 826.0

S3TNJ3T0W 4O SAILINIZAY NOLOHd ANV S3LLIOISVE ISYHI SYO
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Summary of proton transter thermochemical data for each base M. sorted by gas basicity of M—Continued

[Formutal Reg No(M) Base(M) GB(M) PA(M) AS,(M)
Y1Squib Reg No(R) Buse(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R) APA(MR) PA(M) AS;,(R) AASP(M,R) ASP(M}
1CysHay) (5181-11-0 13-di-(1-C1,)-5-CH-CyH, 826.0 853.7 16
QIBUK/GRU T604-41-7 NH, 300 819 7 826
[0, | 504-63-2 HOCH,,0H 825.9 876.2 —60
HSCHE/STO 108078 1ASCHL) C 1, 600 808.6 ~6.3 825.1 836.2 127 8789 162 -816  —654
GICHIUSTO 100 12 8 CHLCHOH, 600 K002 -39 R25.§ 230.5 47 871.2 7.4 —644 _57.0
9SCHESTO 98802 CHCOCH, 600 8293 -209 827.0 861.1 18.0 879.1 2 649  -629
(OO0, S368-81-0 3-CHL0-CylE-COOCH, 825.8 856.7 5
SoMIS/LLE2 93-538-3 C HCO,CHy 343 819.5 6.3 825.8
L) 1712705 ACU OO =CH, 825.4 %543 I
STTAE T604-41-7 NH; 350 819 73 8§25.4
N3ITAL2 T604-41-7 NH, 350 819 7.3 8254
[Cy13,C10,8) 105442-23-7  3.Cl-4-CH,$-CH,-COOCH, 8254 856.3 5
SOMIS/UT 93-58-3 CHCOCH, 343 819.5 5.9 825.4
[C o201 693-65-2 (n-Csllyy),0 825.3 8527 17
NOSAN/BAL 93-58-3 C,HCOCH; 428 8195 6.3 824.2
SOSAN/BAL S65-80-0 (i-C3H5),CO 428 820.5 4.2 823.7
ROSAN/BAL =432 n-CH)0 428 8103 16.3 826.8
TOAUL/BOW 7604-41-7 NI, 298 819 73 826.3
[Ch,0] 2142-76-9 2,6-(CH,),CoHy-COCH, 825.2 857.0 5
GIKUK/ASTR OR-86-2 C HCOCH, 320 8293 -4 825.3
[CHLEN) 98-16-8 3-CFCy1H,NH, 825.1 856.9 2
RILAU/NIS 62-53-3 C,H;NH, 600 850.6 -255 825.1
[C,0] 107-86-8 2-methyl-2-butenal 825.0 856.9 2
NSBOU/MDIA 502-49-8 cyclooctanone 313 8196 25 822.2
SSBOUMDIA (93-65-2 (-, )0 313 8253 2.1 827.6
1CI1L,0) 5857-36-3 i-C3H,CO(t-CHy) 825.0 856.9 2
STTAF T604-41-7 NH; 50 819 6.4 825.0
[CL,CI0] 99.91-2 4-C1-C,Hy-COCH, 824.8 $56.6 2
STTAE 7664-41-7 NH, 350 819 4.6 823.2
ROMIS/FUT 98-806-2 CH;COCH;, 343 8293 -2.9 826.4
[Cpl103] 14920-81-1 2,6-(CHy)CH;-COOCH, 824.3 855.3 s
5-3 C,HsCOyCH; 338 819.5 —0.8 313.7
(i-C;H;),CO 338 8205 4.8 825.5
108-20-3 (i-C3H;7),0 338 828.1 —-1.7 826.9
89-71-4 2-CH,-C H,COOCH; 338 8273 -1 826.3
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Swnmary ol proton transter thermochemical data for cach base M. sorted by gas basicity of M

Contimued

| Formula) Reg No(M) Base(M) GB(M) PA(M) AS, (M)
YiSquih Reg NatRy Base(R) T(K)y GB(R) AGB(MR.T) GB{M) PA(R) APA(M.R) PA(M) AS',(R) AAS",[M,R) A8, M)
1CLN] 627-36-1 O HNC $24.3 856.8 0
NOMATY/KAR SO5-80-0; {i-CH ), CO: G-CH )0 335 821-828

108.20.3
fCHNO] 586-96-9 Nitrosebenzene 823.6 854.3 58
SOREI/ERIL: TO04-4 172 NH ¢ (-CiH )0 819-828

108-20-3
(€l T00-12-9 (CHYC 8235 850.7 17.6
NOSTO/LLL 108-07-8 1.3.5-(CH ) -CHy 300 BO8.6 5.1 823.7 §36.2 14.8 851.0 16.2 1.1 17.3
SONTO/LLT 527.33.7 1.2.3.5-(CH,-C H 300 816.S 6.8 8233 845.6 5.2 850.7 114 53 16.7
[Coltygl 15497440 CH,CH=C(CH)CH=CH, 8234 852.3 2
TIOAUT/BOW 7664417 NH, 298 819 4.4 8234
[CALN0, 045-09-0 INOCHCONIL, 8232 §54.2 5
DHGRUZCAL [42.96-1; (n-C:Hy), O G-CiHG),0 818-828

1O8-20-3
1€yl 82400-17-7 Methyldodecahed, 823.1 855.6 0
SOSAN/BAL PHi-43-3 in-C 4,0 428 810.5 10.5 823.1
{C.HNO, | 546-88-3 Acctamide,N-hydroxy 823.0 854.0 5
D2DLECAINN 108-20-3 (i-C117),0 238 828.1 -4.0 824.0

FH-01-0 ¢-CyH,S 338 8193 23 821.8
[CsHO| 765-43-5 ¢-CH;COCH; 823 8549 2
QISZUIMOM HS-11-7 (CH,),C=CH, 600 775.6 40.2 821.2 802.1 523 854.4 20 —20.1 -0.1
DIMAL/SIE 753-90-2 CIFCH,NH; 600 8129 1.7 8225 846.8 79 854.8 -5 59 0.9
QIMALYSIE T004-41-7 NH; 600 819 853.6 3.8 8574
SOMALI/LIE 60-29-7 (C,H<)0 600 801 218 827.3
SITAF 70604-41-7 NH, 350 819 3.2 821.8
FCoHL 0] 3350-30-9 c-Nonanone 822.8 852.6 9
STTAE T604-41-7 NH; 350 819 4.6 8228
[CoHis] 766-97-2 4-CH;-C H-CCH 822.5 853.2 58
92IMIS/ARIT 5306-74-3 C,Hs-CCH 323 8013 23.0 824.3
EIMAR/MOD 7664-41-7 NH; ~300 819 1.7 820.7
[N, ] 302-01-2 H,NNH, 822.4 853.2 58
S4MAUNEL 101-43-3 (n-C{Hyq) 600 810.5 8.8 822.6
S4AMAUN T65-43-5 e-Cy 600 823 04 821.4
RAMAUNEL 109-97-7 pyrrole 600 8438 —19.7 823.2
TSARN Tandd1-7 NH, 350 81y 18.2 836.7

S3TINOITON 4O SIILINIAZY NOLOHd ANV S3ILIDISVE 3SVHd SVO

+9G



8661 '€ 'ON £Z "JOA "BIBQ J9H "weyd sAud 't

Tasti 2. Summary of proton transfer thermochemical data for cach base M, sorted by gas basicity of M—Continued

[Formula] Reg No(dM) Base(M) GB(M) PA(M) A.S'p(l\’l)
YiSyuib Reg No(R) Buse(R) T(K)y GB(R) AGB(MR.T) GB(M) PA(R) APA(M.R) PA(M) AS(R) AAS(MR) AS (M)
[1Col OS] 90721-40-7 3-CHS-CH-COOCH, 8224 8534 5
SOMIS/EU2 93.58-3 C,HCOCH, 343 819.5 29 8224
[C sl 1460-02-2 13.5-(t-CyHy)y-Col, 822.3 848.8 20
QTBUK/GRLU 123-39.7 HCONHCH, 300 8203 2 822.3
1€ Os | 6781-42-6 3-CH,CO-CoHeCOCH, 822.3 $52.0 9
111433 (n-C;Hp3,0 338 8105 9.6 820.4
142-96-1 {n-CyH,),0 338 8183 4.3 8229
98-86-2 C HCOCH, 338 8293 —5.5 8235
[C G| BLHOE-YY-1 (CH),Le=UH, 822.2 3511 12
S2PIE/HEN T7604-41-7 NH, 350 819 4.1 8222
[CH S 76573-19-8 CH,=CH-S¢CH, 822.0 850.9 12
ROOSA/DLLL 108-20-3 (i-C'{H7)-0 313 8281 -4.6 8236
ROUSA/DEL 502-49-8 eyclooctanone 313 819.6 0.4 820.0
[CHFO) 2145-21-3 4-F-phenoxy 822 854.5 0
O4HOK/Y AN Kinetic method 822
1Cl,0] 502-56-7 (n-C4H,),CO 8219 853.7 2
S7TAE 76064-41-7 NH, 350 819 3.2 821.8
{CaNO] 930-21-2 2-Azetidinone 821.7 852.6 5
Y2ABB/CAN 565-80-0 (i-C3H7),CO 333 820.5 ~09 819.7
Q2ABB/CAN 352-93-2 (CyH),S 333 8270 -37 8234
DABB/CAN 76-22-2 Camphor 333 8273 =50 822.2
[0 93978 Lmethylfuran 8218 854.0 0
SSHOU/ROL. 142-96-1 (n-C Hg)>0O 313 8183 0.8 819.3
RSHOU/ROL. 0693-65-2 (n-CsH )0 313 8253 =21 823.4
[ CoN; ] 1467-79-4 (CH,),NCN 8214 852.1 6
R7TAF 7664-41-7 NH, 350 819 73 825.7
ROMAR/TOP 74-90-8 HCN 300 681.6 136.4 818.0
ROMAR/TOP 78-82-0 1-CH;CN 300 7728 48.1 821.0
[CroH O3] 13031-43-1 4-CH;CO0-CH-COCH; 8§21.3 853.2 2
S8TTAlI 7664-41-7 NH, 350 819 2.3 820.9
ROMIS/IFU 98-86-2 C,H;COCH, 343 8293 - 8217
2 1H 10051 1009-61-6 4-CH,CO-CH,-COCH, 821.0 350.8 9
'DEC/EXN2 142-96-1 (n-C,Hy)»0 338 8183 23 820.9
DEC/EXN2 98-86-2 C,H:COCH; 338 8293 =75 8215

29%
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Tants 2.

Suminary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

Ba;e (M; B

[Formuta] Reg No(M) GB(M) PA(M) AS,(M)
YrSquih Reg No(R) Base(R) T(K) GB(R) AGB(MR,T)  GB(M)  PA(R) APAMMR)  PAM)  AS(R) AAS(MR) AS,M)
O4DECEXN2 2808-37-3 -CHCOOCH, 338 8112 6.8 817.8

BOMIS/ILT O8-K6-2 C H,COCH, 343 829.3 =50 824.0

[CH,l 83-32-9 Acenaphthene 821.0 851.7 58
BOMAU T664-41-7 NH; 550 819 5.0 821.0

JCatyd 213-46-7 Picene 820.6 851.3 5.3
SOMAU 76604-41-7 NH, 550" 819 4.6 820.6

1Col ) 160-80-1 3-Cl-Col-Cl=CI1, 820.6 849.4 12
SOGALISPE 820.5

fCH,0] 565-80-0 (i-C;H,),C0 820.5 850.3 9
R7TTAK T604-41-7 NH, 350 819 1.8 820.1

ROSAN/BAL, 93-58-3 CHCOCH, 428 8195 1.7 820.7

SOSAN/BAL i42-96-1 (n-C;H0)0 428 8183 2.1 8214

SOSAN/BAL TH1-43-3 {n-C;H7),0 428 8103 121 823.6

SITALI 87-85-4 (CHY,Cy 350 836.0 -17.8 819.0

STBRO/ABB 67-04-1 (CH;),CO 320 7821 339 816.0

| CH,0, ] 623438 CH,CH=CHCOOCH, 8204 $51.3 5
YOWOL/GRU 110-7t-4 CH;OCH,CH.OCH; 320 8202 0.6 8204

1O, Ty} 121-46-0 Bicyclo[2.2.1 Jhepta-2.5-diene 8203 849.3 1.5
S6HOU/SCH 7604-41-7 NH, 323 819 1.7 820.3

[C:HNO] 123.39.7 HCONHCH, $20.3 $51.3 5
SIBRO/ABR 67-64-1 (CH),CO 320 7821 38.1 820.3

1CH,,0,] 110-71-4 CH,OCH,CH,0CH, 820.2 $58.0 —18
S84SHA/BILA 372-48-5 2-F-pyridine 500 8527 —33.9 822.8 884.6 —234 861.2 2 -21 -19
BIMAL 024-89-5 CH,;SCHHs 600 8153 -15 820.4 846.5 75 854.0 4 —15 ~11
RIMAU LI1-43-3 (n-C;H;),0 600  810.5 -33 817.7 8379 9.2 847.1 17 =21 —4
[CiHyO5] 56-81-5 HOCH,CH(OH)CH,OH 820 874.8 -75
ROSUN/KULL See Refs. 300 820 874

[Cyi1,0] 10187 0 4 (CH,)C,H;CHO 820.0 8518 z
87TAF 7664-41-7 NH; 350 819 L4 820.0

83TAF2 7664-41-7 NH; 350 819 14 820.0

[CHCrO,] 32984977 (CH:CHy)Cr(CO), 819.9 852.4 0
SBISTE/BEA 7664-41-7 NH, 320 819 1 819.9

[CroHy] 6366-06-9 3.6-(CH;),-CoH-CCH 819.7 850.4 58
Y2MIS/ART 526-74-3 C Hs-CCH 323 801.3 184 819.7

S$3TNJ2ITON 4O SILLINIZAY NOLOHd ANV S3ILIDISYE ISYHC SVD
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Tanik 20 Summary of proton transter thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formuia] Reg No(™M) Base(M) GB(M) PA(M) AS, (M)
YrSepiib Reg No(R) Base(R) TiK)y GB(R) AGB(M.R.7) GB(M) PA(R) APA(M,R) PA(M) ASLR) AASUIMR) AS (M)
[ Colly] 95-13-6 indenc 819.6 848.8 11
DIMALYS: 06-22.0 (C1L,CO 600 807 14.2 8206 836.8 1.3 848.1 9 5.0 14.0
QEMALTSIL JO0-42.5 CHCHOH, 600 809.2 12.1 %203 839.5 15.1 854.5 74 ~5.0 24
ROKAF/ALAL 100425 CHCHOH, 570 809.2 1 819.2 839.5 15.1 854.6 7.4 -5 2.4
SOKAF/NTAL o {CH),CO 570 807 12.7 819.2 836.8 .3 8481 9 § 14
SORATATAL N CHCOCH, 570 8293 -78 819.0 861.1  —108 850.3 2 38 58
[Cxll,0] 502-49-8 cyclooctanone 819.6 849.4 9
SABOU/HOL 502-42-1 eycloheptanone 300 8159 38 819.6

[CHING] 290-87-9 1.3.53-Triazine 819.6 848.8 11
TONAL TA-04-T7 CaHGNH 550 878 594 819.0

[ G0, ] 93-58-3 CHCOCH, 819.5 850.5 5
VADLC/ERT [0 (1-C;H5),0 338 828.1 -9.5 819.1

GQADECIERY 98-806-2 CH,COCH, 338 8293 -9 820.2

YIADEC/ERT 503-80-0 (1-CH)LCO 338 8205 -1.9 818.8

NTUAE T064-41-7 N, 350 819 =27 815.7

NONAN/BAL 142-96-1 n-C,H,),0 428 8183 0.8 820.6

ROSAN/BAL FT1-43-3 n-C;H7.0 428 8105 10.5 822.5

SOSANIRAL S0R.0%- 1 L HLCO0CH 498 Ri49 Lt R19.7

SIBRO/ABB 67-04-1 (CHLCO 320 782.1 29.7 8119

1€ NO T 400-59-9 CF;CONH(n-C,H,) 819.4 850.3 5
STTUAE T604-41-7 Nit, 350 819 0.9 819.3

SATAI2 T6004--4-7 NH, 350 819 09 819.3

1CHLS] 110-01-0 ¢-C,HL,8 819.3 849.1 9
YIABBICARB 108-94-1 cyclohexanone 333 8112 59 817.1

STUAL 7604-41-7 NH, 350 819 23 820.5

8ICAS/KIM 111-43-3 (n-C;H;),0 322 8105 9.6 8203

1€ Mg 259-79-0 Biphenylene 819.2 848.2 11.5
ROMAL TOO4-41-7 NH, 550 819 4.6 819.1

[Cylly05] 19438-10-9 3-HO-C H,;-COOCH; 819.1 850.0 5
SOMIS/IFUL2 93-58-3 C HCOCH; 343 8195 -0.8 818.7

[HINS] 14515-04-9 SiNH 819.0 853.2 _58
SKRWLO/ROD 7604-41-7 NH: 295 819 0 819.0

[1,N] 7664-41-7 NH; 819 853.6 64
9TEAS/SMI theory 298 —6.4
YOMAR/LLE theory 298 853.1

93ISMI/RAD theory 298 853.6

¥9S
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Tansrk 20 Summary of proton transler thermochemical data for cach base M. sorted by pas basicity ol M Contmued

[Formula| Reg Na(M) Base(M) GB(M) PA(M) AS (M)
YrSyuib Reg NotR) Base(R) TiK) GB(R} AGB(M.R.T) GB(M) PA(R) APA(MR} PA(M) ASHR) AASP(M,R) AS, (M)
DISAU/RAD theory 600 858.8
YISMURAD theory 0 8474
BRIBISE theory 208 857.3
STTAL 7604-41-7 NH; 350 819 0 819
S7POP/ICUR theory 298
SOTAF/GAL TO04-41-7 NH, 300 819 0 819
SHTEN/MOR See Refs 298 857.7
RATAL2 To04-41-7 NH, 350 819 0 819
SITAL To04-41-7 NH., 350 819 0 819
R3LOC/MCI To04-41-7 NH, 350 819 0 819
R2PHE RN Toob-41-7 NH, 350 819 Q 819
ROMAU T004-41-7 NH, 550 819 0 819
SOLIA/SHO HIS-11-7 (CHL,C=CH, 340 7756 34.7 8114
TOLAL 7664-41-7 NH, 650 819 0 819
TOCENTTI threshold value 8518
TSLAUUSAL 7604-41-7 NH. 600 819 0 819
TTWOLSTA 7604-41-7 NH; 350 819 0 819
TSTAE To04-41-7 NH; 350 819 0 819
TIYAM/KER 7604-41-7 NH, 600 819 0 819
TUIEN/TAN 7604-41-7 NH; 350 819 0 819
T2ARNAON 7604-41-7 N, 350 819 0 819
[CalN| 624-79-3 CHNC 818.9 851.3 [}
SOMAF/ZK AR 142-96-1 (0-CyHy1,0 335 8183 0 818.9
[C HRO, | T65-87-7 c-hexane-1,2-dione 818.9 849.6 58
STBOU/HOP 502-49-8 cyclooctanone 33 8196 —3.8 8159
S7BOUMOP 093-05-2 (n-CsHy 0 33 8233 —2.5 822.9
87BOWHOP 108-94-1 cyclohexanone 313 8112 3.8 815.0
S7BOU/HOP 1634-04-4 t-CH,OCH, 313 8124 1.3 813.7
SAMALU F11-47-7 2H5).8 600 8349 —159 820.0
SIMAU 624-89-5 “sHy 600 8153 10.5 825.2
CHN] Cl,=NII 818.7 852.9 —5.8
Y6BOU/SALL (i-C3H4),0: CH.COCH,COCH,; 828-837
C,H{CH=CH,;: (i-C;H;),0 809-828
BITAE2
|CH O 1003-17-4 2,2,-Dimethyltetrahydrofuran 818.5 847.7 11
SIBRO/ABB 67-64-1 {CH.CO 320 7821 304 818.5
|C4H:NA0, ) 54210-33-2 1-methyl-3-nitropyrazole 8184 850.3 2
92ABB/CAB 110-01-0 c-CHS 333 819.3 -2.3 817.3
92ABB/CAB HOR-94-1 cveloheranone 333 812 7.3 818.7
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Tapet: 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

{Formula| Reg No(M) Base(M) GB(M) PAM) AS,(M)
YrSquib Reg No(R) Basc(R) T(K) GBR) AGB(MRT)  GB(M)  PA(R) APAMMR)  PAM)  AS(R) AAS(MR) AS(M)
V2ABB/CAB 123-19-3 (n-C3t;1H,CO 333 8153 37 819.2
[CH O] 142:96-1 (0-C3i1),0 818.3 845.7 17
SOSAN/BAL 28068-37-3 ¢-CHCOOCH, 428 811.2 8.4 818.0
NSO6SAN/BAL S08-9%-1 1t-C,Hy-COOCH; 428 814.2 4.2 816.9
SOSAN/BAL FI1-43-3 (n-CH;):0 428 8105 9.6 820.t
HINMAL [RRES R (0-C1E 1,0 335 £10.5 59 216.2
TOAULEBOW T604-41-7 NH, 298 819 1.0 820.0
FCHENO| 1547-87-1 CF,CON(CH3), 818.0 849.0 5
STTAI T604-41-7 NH, 350 819 ~0.35 818.0
[CH:P] 593-54-4 CH,PH;, 817.6 851.5 -5
RTTAN To04-41-7 NH, 350 819 ~14 817.6
TASTA/BEA 7664-41-7 NH; 320 819 -13 817.7
[CayHyy] 4493-23-5 dodecahedrane 817.5 843.8 20.6
ROSAN/BAL 93-58-3 C.HCO.CHy 428 8195 -L7 815.8
SOSAN/BAL 1433 (n-C,H5),0 428 8105 88 818.8
| CsHy) 3907-06-0 3,3-Dimethylcyclopropene 817.1 847.8 58
TOAUE/DAYV 7664-41-7 NH, 298 819 -2.0 817.1
[CoH 1O 279-49-2 Bicyclo[2.2.1[heptane,7-0xa . 816.8 844.2 17
ReHOUSCH T664-41-7 NH, 323 819 -1.7 816.8
|C\HNO| 288-14-2 Isooxazole 816.8 848.6 2
SOMAU/LIE 00-29-7 {CsHs)0 600 801 13 816.8
|CHL,08] 21119-13-1 CH,C(=S)0CH, 8165 $46.0 10
RICAS/KIM 101-43-3 {n-C3H,),0 323 8105 59 816.5
1C oMl 527-53-7 1,2,3,5-(CH3)-CH, 816.5 845.6 11.4
86STO/LI 108-67-8 1.3.5-(CHy)5-CH, 300 8086 79 816.5 836.2 92 8454 162 —-45 1.7
[CoHOSis] 107-46-0 (CH,)SiOSI(CH,), 816.2 846.4 78
87LISTO 527-53-7 1.2,3,5-(CH;)-CH, 300 8165 0.8 8173 845.6 1] 845.6 114 -2 94
RTLUSTQ 1OR-AT-% 13.5(CH,),-C H, 300 ROR A 73 RIS Q 836.2 10.5 846.6 6.2 —-10.5 £7
87LISTO 108-38-3 1,3-(CH;),-CH, 300 7862 293 815.5 812.1 335 845.6 22 —13.8 8.2
75PIT/BUR 66-29-7; (C3H5),0; (i-C3H),0 801-828

108-20-3
[C,H,,0] 502-42-1 cycloheptanone 8159 845.6 9
87TAF T664-41-7 NH; 350 819 =50 813.2
84BOU/HOU 142-96-1 (n-CyHy),O 300 8183 0.2 818.5
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Tasre 2. Summary of proton transfer thermochemicai data for cach base M. sorted by gas basicity of Mo Continaed

[Fornmula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSyuib Reg NofR}) Base(R) T(K) GB(R) AGB(MR.T) GB{M}) PA(R) APA(MR) PA(M) ASV(R) AAS;,(M.R) AS M)
[CHNLO; ) 54210-32-1 {-methyl-3-nitropyrazole 8157 847.6 2
O2ABB/CAB 505-80-0 {(i-C3H7).CO 333 820.5 -52 815.5
92ABB/CAB 108-94-1 cyclohexanone 333 8112 4.4 815.8
[Cotl 0] 286-20-4 Cyclohexene oxide 815.6 848.1 0
NSOKEN/PAC 75-97-8: pinacolone; ¢-C HCOCH, 808-823

765-43-5
[C7H,,0] 497-38-1 Bicyclo{ 2.2.1 Jheptan-2-one 815.5 847.4 2
SOHOU/SCH T6064-41-7 NH; 323 819 —-33 815.5
[Kemim| 5325.97-3 1.2,3.4,5,6,7,8-Octabydrophenanthrene 8155 846.2 58
HOMAL F004-41-7 NH, 523 819 -08 8154
1C,1,,0] 123-19-3 (n-C,H1,),CO 8153 845.0 9
92ABB/CAB HOK-94-1 cyclohexanone 333 8112 33 814.6
RTTAE 7664-41-7 NH; 350 819 =23 815.9
[CyH O, 4630-82-4 ¢-Coli,COOCH; 815.3 846.2 5
RTTAY To64-41-7 NH; 350 819 =32 8152
RATAF 7604-41-7 NH, 350 819 ~-32 815.2
[CH S| 624-89-5 CH,SC,Hs 815.3 846.5 4
8TTAF 7664-41-7 NH, 350 819 —4.1 8144
RITAL2 RLGE R ) NH, 350 810 —4.1 gt14
TOALL/BOW 7664-41-7 NH; 298 819 -29 816.1
[CeH-CIO] 99-02.5 3-C1-CeH,-COCH, 815.1 846.9 2
KOMIS/ELL 98-86-2 C,HsCOCH, 343 829.3 -14.2 815.1
[C3H,CINO| 96-30-0 CICON(CH,), $14.8 845.8 5
87TAF 7664-41-7 NH; 350 819 -37 814.8
[Chalg) 1079-71-6 1,2,3,4,5,6,7,8-Octahydroanthracene 814.7 845.4 5.8
KOMAU 7o64-41-7 NH; 519 819 17 814.7
{C4H1,,08i] 1825-61-2 (CH;,),Si0CH, 814.6 847.0 0
TSPIT/BUR 60-29-7; (C H5)0: (i-C3H,),0 801-828

108-20-3
[CatyS1,] 3Z11-20-1 ((CH;),5iH),0 314.6 845.3 58
7SPIT/BUR 60-29-7; (C3H4),0; {i-CyHq),0 801-828

108-20-3
[C,HN;0,4] 619-80-7 4-NO,-CgH,CONH, 814.4 845.3 5
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TasLE 2. Summary ol proton transfer thermochemical data for each base M, sorted by gas basicity of M~—Continued

{Formula) Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg No(R) Basc(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APA(M.R) PA(M) AS,(R) AAS(MR) AS(M)
OQGRUJCAL TH-43-3; (n-C3H,),0: (n-CyHy)»H0 810-818

1472-90-1
1 CraHy0O4] 1459-93-4 3-CHLCO0-CH-COOCH, 814.3 843.5 108
O4ADEC/HEXND 2808-37-3 ¢-C3HCOOCH, 338 8112 2 8129
O4DEC/EXN2 T11-43-3 (n-CH,),0 238 8105 4.9 815.6
[CH 0, 598-98-1 t-C4H,-COOCH; 814.2 845.2 5
R7TTAE 7664-41-7 NH; 350 819 -13 8111
SOSAN/BAL 2RO8-37-3 ¢-CiHCOOCH; 428 8112 33 814.5
SOSAN/BAL 111-433 (-CH70,0 428 8105 5.0 817.0
SITAE 7604-41-7 NH; 350 819 =73 8111
[Si) 7440-21-3 Si 814.1 837 32
RIELK/ARM See Refs 837+4
[CH ,2] 6921-43-3 Benzene,1-cyclopropyl-4-methyl- 813.8 846.3 0
SOGALSPE 813.8
[C O] 455-36-7 3-F-CH,COCH, 813.8 845.7 2
BOMIS/ELL UK-86-2 CHUOUH, 343 529.3 —13.5 8153
1CH,0) 625-54-7 C,H:O(-C,Hy) 813.5 842.7 11
RTTAE 7664-41-7 NH; 350 819 ~4.1 814.0
SIBRO/ABB 67-64-1 (CH,),CO 320 7821 305 8126
TIWOLISTA T664-41-7 NH; 350 819 —4.1 814.0
HCS 1,01 694-98-4 Bicyclo[2.2.1]hept-2-ene-5-one 8134 8453 3
SOHOLY/SCH T604-41-7 NH; 323 819 —5.4 8134
[ C5H,58D) 603-36-1 (C4Hs);Sh 813.1 845.5 0
SOTRA/MUN 100-66-3: C,HsOCH;; NH; 807-819

7604-41-7
[C,H,,0]) 589-92-4 4-methylcyclohexanone 813.0 844.9 2
84BOUHOU 589-38-8 3-hexanone 300 8113 1.7 813.0
[CH,NO,] 541-42-4 i-C;H,ONO 813 845.5 0
TREARMCM 96220 (O H).00 NH, 807-819

7664-41-7
[ C,H F N 753-90-2 CF3CH,NH, 812.9 846.8 -5
YIMAU/SIE 7664-41-7 NH, ° 600 8536 ~42 849.4
9IMAU/SIE [1s-11-7 (CH;),C=CH, 600 7756 31.8 8149 802.1 42.7 844.8 20 -18.0 20
9IMAU/SIE 75-18-3 (CH;),S 600 801.2 9.2 814.6 830.9 18.0 848.9 9.1 ~14.6 —5.5
87TTAF 7664-41-7 NH; 350 819 —-8.7 810.2
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Tasre 20 Summary of proton transfer thermochemical data for each base M. sorted by gas basicity of M - Continued

{Formula| Reg No(M) Base(M) GB(M) PA(M) AS, (M)
YrSquib Reg No(R) Busc(R) T(K) GBR) AGB(MR.T)  GB(M)  PA(R) APA(MR)  PAMM)  AS,(R) AASMR) AS,(M)
RATAF 7064-41-7 NH, 350 819 -87 810.2
TOAUT/BOW TOO4-11-7 NH, 298 819 ~73 8117
TISTAMAAN TOO4-41-7 NIl 320 819 —7.9 811.0
TSTAE 7604-41-7 Nt 350 819 —6.9 812.1
/SARN T664-41-7 NH, 350 819 -6.9 8121
[ €y, 2039-85-2 3-CICHCH=CH, 812.6 841.5 12
R7TAl 7604-41-7 NI, 350 819 =55 812.6
[Cxll,d 694923 2-Methylbicyclo| 2.2.1 Thept-2-ene 812.5 846 0
TOSOL/ETE See Rels. 300 8456
[CIN, | 26981-93-1:a CH;N=NH at terminal N 812.5 845 0
DAGAR/RUT theory 845
| CaHL,,0] 1634-04-1 -CyH,OCH, 812.4 341.6 1
NTTAL T004-41-7 NH, 350 819 -9.6 808.5
RATAERY Tl 0127 NH, 350 819 —10.1 808.1
NIMAU PH-43-3 (n-CH;310 335 8105 0.8 811.5
TOAUE/BOW To04-41-7 NI, 298 819 =20 817.1
J5PTT/BUR 60-29-7: (CoHLOG-CH5):0 801-828

108-20-3
1CHNO) 67-62-9 CH,ONH, 812.3 811.8 0
RTTALF 7604-41-7 NH; 350 819 —6.4 8123
[€C ol 041 120-61-6 4-CH;CO0-C,H-COOCH, 8123 843.2 5
O4DEC/ENN2 00-29-7 (C,H$)L0 338 801 1.1 812.6
YADECT 2868-17-3 ¢-CiH;COOCH, 338 8112 0.5 811.7
GHDEC/EXT 11E-43-3 n-C;H,0 338 810.5 1.6 8125
ROMIS/EL2 93-58-3 C,HsCO,CH, 343 8195 =71 812.4
[ Cxl130,] 591-31-1 3-CH,OC.H,CHO R12.2 8441.1 2
STTAF 7664-41-7 NH, 350 819 —6.4 812.2
[CsHRO| 6038-09-1 2-methyl-2-butenal{Z) 812.1 843.9 2
SIBOU/DIA 589-38-8 3-hexanone 313 8113 0.8 812.1
SSBOUDIA 1433 (n-C3H; 10 313 810.5 2.1 812.8
88BOUMDIA 389-92-4 4-methyleyclohexanone 313 8130 -1.7 811.3
1 CsH0) 96-47-9 ¢-C4H,002-CH;) 811.6 840.8 11
STTAF 7004-41-7 NH; 350 819 -59 812.2
RIBRO/ABB 67-04-1 (CHD-CO 320 7821 289 811.0
[CoH,;0] 589-38-8 3-hexanone 8113 843.2 2
B4BOV/HOU 108-94-1 cyclohexanone 300 8112 0 811.2
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TaBLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M} GB(M) PA(M) AS (M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R) APA(MR) PA(M) ASyR) AAS(MR) AS(M)
[C;H,,0] 931-56-6 ¢-CHOCH, 811.3 840.5 11
RTTAY 7664-41-7 NH; 350 819 —69 811.3

[ CsH,0]) 814-78-8 CH,C(=0)C{=CH,)CH, 811.3 843.1 2
84BOU/HOP 111-43-3 (n-CyH),0 323 8105 0.4 8113

[CH 0] 108-94-1 cyclohexanone 811.2 841.0 9
BTVAYF T004-41-7 Nily 350 819 7.3 810.9

BOTAF/GAL 7664-41-7 NH, 350 819 =13 8109

R4BOUHOU T11-43-3 (n-C H7),0 300 8105 0.4 8109

L4BOUHOU S02 1204 cycloheptanone 300 g15.0 —-3.8 212.1

8IMAU 624-89-5 CH,SC H, 600 8153 4.2 817.9

RIMALU 96-22-0 (CyH3),CO 600 807 10.5 817.5

8IBRO/ABB 67-64-1 (CH,),.CO 320 7821 810.4

TOSAL/KER 100-66-3 C HsOCH, 560 8072 79 812.8

[CsHO,] 2868-37-3 ¢-C3HsCOOCH; 811.2 842.1 5
STTAF 7604-41-7 NH, 350 819 —6.9 811.6

SOSAN/BAL 111-43-3 (n-C,H7),0 428 810.5 1.7 813.7

83ITAF 7604-41-7 NH, 350 819 —6.9 811.6

SIBRO/ABB 67-04-1 (CH,CO 320 7821 259 808.2

[Cytl;C10,] 1126-46-1 4-CI-CH,-COOCH, 811.1 842.1 5
ROEMIS/IUI2 93-58-3 C,HCO,CH, 343 8195 -84 8111

[CHsCT] 146558-43-2 a-t-butylstyrene,3-Cl 811.0 839.8 12
YINAK/NOM 141-78-6 CH;CO,C,H, 343 804.7 75 8119

92INAK/NOM 111-43-3 (n-C;H7),0 343 8105 0 810.7

YINAK/NOM 96-22-0 (C;Hs),CO 343 807 38 810.6

[C4H304] 623-53-0 C,H;OCOOCH; 810.8 842.7 2
87TAF 7664-41-7 NH; 350 819 -7.8 810.8

BITAN2 TO04-41-7 NH; 350 819 —7.8 810.8

[CoH F] 3825-81-8 3-FCH,C(CH;)=CH, 810.8 839.7 12
B7TAF TOi4-41-7 NIt 350 812 7.3 810.8

[CoH 0] 103.79-7 C(H;CH,COCH; 810.8 842.6 2
9ISZU/MCM 96-22-0 (C,H4),CO 600 807 1.7 810.8

[CoHy] 766-82-5 3-CH;-CH,-CCH 810.6 843.0 0
92IMIS/ARY 536-74-3 C.H:-CCH 323 8013 92 810.6

[CH,,0] 111-43-3 (n-C3H,),0 8105 837.9 17
8TTAF 7664-41-17 NH; 350 819 7.8 810.1
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GAS PHASE BASICITIES AND PROTON AFFINITIES OF MOLECULES
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TaBLE 2. Summnary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YiSquib Reg No(R) BaseiR) T(K) GB(R) AGB(MR.T)  GB(M)  PA(R) APA(MR) PAM)  AS,R) AASMR) AS (M)
[CyH,,] 108-67-8 1.3.5-(CH,)5-CoH, 808.6 836.2 16.2
ROSTONM 141-78-0 CHCOLCaHs 300 8047 48 809.5 835.7 i.5 837.4 5 1.2 16.2
SOMALT T004-41-7 NH, 550 819 -59 807.5
TODEV/WOL, 714322 C H, 350 7254 82.4 808.2
| H,OST| 22755-01-T:a HLSI0 w O 808.5 841 0
DILUCHUR theory 298 841
(€. 462-80-6 ortho-benzyne 808.5 R41 [
OIGUO/GRA See Refs, 300 841
ROPOL/HEH 107-47-1: (1-C4Hy),S: (CH),NCOOC, Hy 864-866

687-48-9
[CHN, | 26981-93-1:h CH;N=NH at interior N 808.5 841 0
G2GAR/RUT theory 841
1CH,0] 75-97-8 1-C4Hy,COCH; 808.2 840.1 2
XTTAE T604-41-7 NH; 350 819 —-9.2 809.4
$3TAL 7604-41-7 NH; 350 819 -9.6 8009.0
SIBRO/ABEB 07-64-1 (CH,),CO 320 7821 243 806.5
JCH,0,] 96-48-0 y-Butyrolactone 808.1 840.0 2
STTAE T604-41-7 NH; 350 819 —10.5 808.1
[CL,0] 620-23-5 3-CH,CH,CHO 808.1 840.0 2
STTAF 7604-41-7 NH, 350 819 —10.5 808.1
[C g 628-11-1 1d-c-CyHy 808.0 837 15
RIGAL/HOU Sce Refs. 837
1Cpl2] 27546-46-9 Benzene, 1-cyclopropyl-2-methyl- 807.9 840.4 o
ROGALISPE See Refs. 807.9
[CyHgO, | 118 90 1 Renzoic acid, 2-methyl 807.8 838.8 5
9INOU/COO S563-80-4, 3-methyl-2-butanone: c-hexanone 804-811

108-94-1
{CHy,! 513-81-§ CH,=C(CH;)C(CH;)=CH, 807.8 835.6 17.8
TYAULE/BOW 7664-41-7 NH; 298 819 —11.2 807.8
[H,0si] 83892-34-6 HSIOH at Si 807.5 840 'y
9ILUC/CUR theory 298 840
{CoH ) 766-90-5 Benzene, cis-(2-methylethenyl) 807.5 836.4 12
SYGAL/SPL 807.5
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Faste, 20 Sunimary of proton transter thermochemical datis lor cach base M.sorted by gas basiciy af M Continied

[Formuta| Reg No(M) Base(M) GB(M) PA(M) AS, (M)
Y rSquily Reg NofR) Base(R) TK) GBR) AGB(MR.T)  GB(M)  PAR) APA(MR)  PAMM)  ASUR) AASMER) AS M)
[CsHl 1489-60-7 1-Mcthyleyclobutene . 807.3 841.5 ~5.8
TOAUL/DAV Tooa-41-7 NH, 298 819 —-11.7 807.3
1€y, 1501-58-2 1,2-Dimethyleyclobutene 807.3 838.0 58
TOAUE/NANV T00:4-41-7 NH, 298 819 =117 807.3
[Cs1,0) 1576-87-0 2-pentenal(k) 807.2 839.0 2
SRBOU/DIA 1619-60-4 CH,COOCH; 313 805.6 1.3 806.9
RABOU/DIA (C,H5,CO 313 807 —0.4 806.7
NSBOU/DIA CHOCH,CH - CH, 313 804.5 3.3 807.9
| G0 100-66-3 CHOCH, 807.2 839.6 0
NELALIINES HI-D4-8 CoHsNH, oun 830.0 =41.0 810.2
T9LAU 7664-41-7 NH, 650 819 -11.3 805.5
ToEAL/KER 71432 CHg 650 7254 71.2 805.4
[CsHL,0] 96-22-0 (C,H),CO 807 836.8 9
QISZLNMOM TS-41-7 (CH)LC=CH, 600 775.6 25.1 804.0 802.1 322 834.3 20 —121 79
QASZLINON T664-41-7 NH; 600 819 =59 808.5 853.6 —=18.0 835.6 ~6.4 20.5 14.1
DASZLMOM T05-43-5 ¢-CiHCOCH, 600 823 —15.1 805.8 854.9 —=20.5 834.4 2 9.6 1.6
DISZLUNICM S-11-7 (CH)LC=-CH, 300 775.6 285 804.1 802.1 322 834.3 20 =12, 79
RERVARVN (98] TO04-41-7 NH; 300 819 =17 807.3 853.6 -18.0 835.6 —6.4 205 144
DARS RYQANIE To04-41-7 NH; 600 819 -8.8 305.6 853.6 -21.8 831.8 —6.4 218 15.4
OIMALYSIE 79-20-9 CHLCOCH, 600 790.7 16.3 805.8 821.6 18.8 840.5 5 -4 0.8
GIMAL/SIE 90-12-0 [-methylnaphthalene 600 8053 834.8 1.7 846.5
QIMAU/SIE (15-11-7 (CH,),C-CH, 600 775.6 264 805.3 802.1 310 833.1 20 =175 125
OIMAUYSIE 75-18-3 (CHL)LS 600 801.2 46 805.8 830.9 75 8384 9.1 =50 4.1
EYARNG To04-41-7 NH; 350 819 ~11.9 806.3
SHROU/HOL 108-94-1 cyclohexanone 300 8112 -33 807.5
83TAIR2 7664-41-7 NH; 350 819 —12.8 805.4
SOLIA/SHO 15-11-7 (CHO,C=CH, 40 7756 25.1 801.2
|CH,LO0| 592-90-5 ¢-CHO(Oxepane) 806.8 834.2 17
RTTAE 7604-41-7 NH; 350 819 —12.4 805.5
SIMAL 624-89-5 CH.SC,Hs 600 8153 1.3 812.6
SIMALU 142-68-7 ¢-CsH,0 600 795.4 79 8033
SIMAL 109-99-9 Tetrahydrofuran 600 794.7 113 806.0
[C.HN] 593-75-9 CH;NC 806.6 839.1 0.1
SOMAU/KAR 96-22-0 (C,H5),CO 335 807 =75 799.8
SODMAU/KAK HOY-99-9 retrahydroruran 335 794.7 —0.4 949
SOKNI/ERE 60-29-7 (C,H),0 303 801 5.0 806.1

: 753-90-2 CF;CH,NH, 293 8129 =54 807.5
RTAUE/PLED 141-78-6 CH,CO.C,Hs 298 8047 1.7 806.4
[CA1,0] #1169 «CHLCH,CH,CH=CO 806.2 838.6 0

$31NJ3TON 40 STILINIZAY NOLOHd ANV S3ILIDISYE ASVYH SVH

€5



Tapri: 2. Summary of proton transter thermochemical data for each base M, sorted by gas basicity of M—Continued

{Formmla] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
VrSquib Reg Mo(i2) Base(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R) APA(M,R) PA(M) ASHR) AAS(MR) AS,(M)
GISMI/CHY 75184 (CHDLS: ¢-CuHig(=0) 300 801-811

108-094-1
[ESMINON| Y9-94-5 Benzoic acid, 4-methyl 805.7 836.7 5
VINOU/COO 563-80-4: {i-CH)COCH; C,HCOC H; 804-807

96-22-0
FCsH Oy 547-63-7 i-C;H,COOCH, 805.7 836.6 5
STTAI 7664-41-7 NH; 350 819 —12.8 805.6
S3ITAI 7664-41-7 NH, 350 819 —12.8 805.6
[CsH O, 108-21-4 isopropyl acetate 805.6 836.6 5
BOKAM/YOU 563-80-4 {i-C3H;)COCH; 333 8044 1.3 805.6
[ CsH W0, 109-60-4 CH;CO0C;H, 805.6 836.6 5
ROMAU 7664-41-7 NH, 550 819 -9.6 806.5
79LAU 7664-41-7 NH, 650 819 ~104 804.6
[C:H O, 623-42-7 C3;H,COOCH; 8054 836.4 5
RTTAF 7604-41-7 NH; 350 819 —14.2 804.2
SOMAU 7664-41-7 NH; 550 819 -9.6 806.5
TOMAU 75-04-7 C,HsNH, 550 878 —64.0 811.5
€yl 90-12-0 1-methylnaphthalene 805.3 834.8 10
OIMALU/SIE 67-64-1 (CH;),CO 600 812 15.1 827.1
YIMAU/SHE 96-22-0 (C,H4).CO 600 836.8 -11.7 825.1
SOMAU 76064-41-7 NH, 550 819 -9.6 805.3
[CyH | 873-66-5 Benzene, trans-(2-methylethenyl) 805.3 834.2 12
ROGAL/ISPE See Refs. ¥Uy.8
BOKAF/MALU 96-22-0 (C,Hs),CO 570 807 —23 803.9 836.8 -1.3 835.5 9 6.3 15.3
BOKAF/MAU 100-42-5 C,HsCHCH, 500 8092 -2.1 806.2
[CHFN] 407-01-2 (CF;CH_),NH 805.1 838.1 -2
8TTAF 7664-41-7 NH, 350 819 -137 805.1
[C3HS] 287-27-4 Thietane 805.0 834.8 9
8TTAF 7664-41-7 NH; 350 8i9 —15.6 802.7
TOAUE/BOW 7604-41-7 NH; 298 819 —11.7 807.3
[CyH,F;0] 709-63-7 4-CF;-CH,;~COCH; 805.0 836.9 2
86MIS/FUI 98-86-2 C(HsCOCH; 343 8293 —243 805.0
[CH,0,] 141-78-6 CH,CO,C,H, 804.7 835.7 5
93SZUMCM 115-11-7 (CH.),C=CH, 600 775.6 23.4 803.5 802.1 27.6 829.7 20 -7.1 179
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FABLE 20 dSummary ol proton transter thermochemical data for cach base M, sorted by gas basicity of M- Continued

[Formula| Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg NotR) Base(R) T(K) GRB(R) AGB(M.R.T) GB(M) PA(R) APA(M.R) PA(M) AS,(R) AAS(MR) AS, (M)
QISZUMONM 765-43-5 -CiHCOCH 600 823 -17.6 804.5 8549 —26.4 8285 2 14.6 16.6
YISZU/NMOM 115-11-7 (CHHC-CH, 300 775.6 25.5 RO1.1 R02.1 276 R29 7 pii] =71 129
GIMAU/SIE T604-41-7 NH, 600 819 —134 802.2 853.6 -23.0 830.6 —64 159 9.5
QIMALYSIE T15-11-7 (CH).C--CH, 600 775.6 272 807.3 802.1 322 834.3 20 —-9.2 10.8
STEAL 7604 41-7 NH, 350 819 ~16.5 802.0
RIBRO/ABB 67-0:4-1 (CH,CO 320 782.1 18.0 800.2
SOLIA/SHO (s-11-7 (CH),C=CH, 340 7756 222 7984
TOVANHAR 141-78-6 CHLCOLCHe 373 804.7 0 804.7
TOATE/BOW 7604-41.7 NI, 298 319 14.2 804.8
TTWOLISTA 7604-41-7 NH, 350 819 -16.9 801.5
T0Y AM/KER T6064-41-7 NH, 600 819 -3 8043
ToKEB/YAM 141-78-0 CHLCOCH 600 804.7 0 804.7
TOHAR/LIN 07.-04-1 (CH,CO 370 782.1 8.4 790.8
1 C L0 6705-50-6 Bicyclo| 2.2.1 [hept-2-ene,7-0xa- 804.7 837.1 0
SollOU/SCH 7604-41-7 NH, 323 819 ~14.2 804.6
1€ S92-57-4 1,3-¢-Cytly 804.5 837 0
RIGAT/HOU See Refs. 837
1,00 SS7-31-3 Ul OUH U= U, BV4.5 833.7 11
SOBOVYDIA 109-60-4 CH,COOC H, 313 805.6 =1 804.5
[ CyHLC10, ] 2905-65-9 3-CI-C H-COOCH;, 804.4 835.4 5
SOMIS/ELL2 93-58-3 CHLCOCH, 343 8195 —15.1 804.4
[Cstyy0] 563-80-4 (i-C3H7)COCH; 8304.4 330.3 Z
STYAF 7004-41-7 NH; 350 819 ~-14.2 804.4
RITAF 7664-41-7 NH; 350 819 —142 804.4
[CsHg| 2004-70-8 (E)CH,CH=CHCH=Cl, 8044 834.1 9.1
TOAUL/BOW T664-41-7 NH, 298 819 —14.6 804.4
[CsH LS 754-05-2 (CH,);SiCH=CH, 804.1 833 12
SRHAJ/SQU See Refs. 83338
[H,8i] 13825-90-6 Silt, 804.1 839.2 -9.1
RoSHI/BEA 75-18-3; 96- (CH1.8; (CyH),CO 801-807

22.0
[CoH L} 498-66-8 Bicyclo{ 2.2.1 [hept-2-ene 804.0 836.5 0
S6HOU/SCH T664-41-7 NH; 323 819 -13.4 805.5
TISAL/KEB 100-66-3 CH;OCH, 560 807.2 —6.3 800.9 839.6 0.4 840.0 0 ~11.7 =117
TOAUL/BOW T604-41-7 NH; 298 8i9 -12.7 806.3
TISTA/WIE (CaHL0 320 80t 21 K02 4
76SOL/KIL Sce Refs, 300 829.1
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Tanik 20 Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YeSquib Rey No(R) Base(R) 7(K) GB(R) AGB(M.R.T) GB(M) PA(M) AS(R) AASMR) AS (M)
1C,H ) 2599-73.7 3-FCHLCI, radical 804 836.5 0
RIMAL 00-29-7: 96- (C110,0: (C3H),CO 801-807

220
[C4HL ] 2348-51-8 CHsCHCH; radical 804 836.5 0
SIMAU 060-29.7: 96- (C,Ha,0: (C,H,),CO 801-807

22-0
1€y 86-73-7 Fluorene 803.8 831.5 16
SOMAL T004-41-7 NH; 550 819 -9.6 803.8
[C N 23074-42-2 Tricyclol 3.3.0.13 Jdecane-1-carbonitrile 803.8 834.4 6
RTTAL T004-41-7 NH; 350 819 =15.1 803.3
STMARIGAL 96-22-0 (C,H5),CO 350 807 —-22 805.0
RIMAR/GAL S503-80-4 (i-CHHCOCH 350 8044 -1.2 803.0
1€y1,§,0] 349-76-8 3-CF3-Coly-COCH; 803.7 835.6 2
hyawag T664-41-7 NH; 350 819 - 183 800.3
SOMIS/ILN 98-R0-2 CHCOCH, 343 829.2 ~222 807.1
[CH ] 1528-30-9 e-CsHy=CH, 803.5 832.4 2
TIPOLIWOLL 7604-41-7 NH, 350 819 —14.6 803.4
1C,IL0] 6004-44-0 CHCH=CO 803.4 834.1 6
QOBOLYSALL 96-22-0, (CyH)COL G-CHL,CO 807-821

565-80-0
NSTRA threshold valoe 834.1
SOARM/HIG 79-20-9 CH,CO,CH, 320 7907 6.7 797.3
1Col ] 19714-73-9 Benzene, 1—cyclupmpyl-J-meihyl- 803.3 835.8 0
SOGAL/SPE 803.3
[CsHMnOS] 16972-33-1 (CO)sMnH 803.0 835.5 0
S8ISTE/BEA 7604-41-7 NH; 320 819 -159 803.0
[CHy0,8] 38103-96-7 C,H:8(0CH,)CO 8029 833.9 5
STTAF 7664-41-7 NH; 350 819 —156 802.9
8ITAE2 7664-41-7 NH, 350 819 ~15.6 802.9
[C4HO] 78-94-4 CH,=CHCOCH; 802.8 834.7 2
TOVAIHAR 141-78-6 CH,CO,C\H; 373 804.7 -2 802.8
[CyH,p} 873-49-4 ¢-C;3Hs-CHs 802.4 834.9 0
SYGAL/SPL See Refs. 8024

9.5
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Tarie 2 Sumniary of proton transtor thermaochemical data for cach bace M, sorted by gan bariciy of M Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS (M)
YeSquih Reg No(R) Base(R) T(K) GB(R) AGB(MR.T)  GB(M)  PAR) APA(MR)  PAMM)  AS(R) AASAMR) AS M)
1€ ] 91-57-6 2-Methylnaphthalene 802.4 8319 10
SOMAL 7004 417 NH; 550 819 —12.6 802.3

[C51,,0] 10218-02-7 Bicyclo] 2.2.1 Jheptan-7-one 802.4 832.1 9
SOHOUSCH 7604-41-7 NH; 323 819 -16.3 802.3

[CHLNO, | 4312-87-2 HCOONH, 802.2 834.7 0
STTAF 7664-41-7 NH,; s0 o 819 —16.5 802.2

[Cuallsk,] 146558-45-4 a-t-butylstyrene 3-CF; 802.2 831.1 12
GINAK/NOM [RRESRER] m-C H),0 343 8105 -9.2 801.5

OINAK/NOM 00-29-7 (CH),0 343 801 1.7 802.9

10| 100-52.7 CHCHO 802.1 834.0 2
S7TAL 7664-41-7 NI 350 819 16.0 802.0

SITAL T604-41-7 NH, 350 819 -16.0 802.6

SIBRO/ARB 07-04-1 {CHY),CO 320 782.1 17.6 799.8

RONMAU To04-41-7 NH, 550 819 -13.4 803.5

TOLAL 7664-41-7 NH, 650 819 —13.6 802.5

T0L ALYKLD 71432 CH, 600 7254 64.4 796.7

| CylT,04] 1571-08-0 4-HC(0)-CH-COOCH;, 801.9 832.9 5
SONIS/A)2 93-58-3 CoHCOCHE, 343 8195 -17.6 801.9

JCA1LF0,] 455-68-6 3-F-Cyl1-COOCH, 801.9 8329 5
SOMISATI2 91-58-3 C,HCOCH, 343 8195 —17.6 8019

| G0 873734 4-CLCH-CCH 8017 8324 5.8
G2MIS/ARI 530-74-3 CoHs-CCHt 323 8013 04 801.7

{SMAR/MOD H09-99.9 “Tetrahydrofuran ~300 794.7 1.3 796.0

| CsH,,0] 19752-94-4 C,H,;CH,0CH, 801.6 833.5 2
STTAl T004-41-7 NH, 350 819 -169 801.6

[CHN] 10507-29-6 «CH,NH, 801.6 832.8 4
Q6ALIDAOS 00-29-7: 100- (C3H5),0: CH;CHO 801-802

SUHOL/L.OS Sce Rels. 298 8494

RIMCA/NIC 67-64-1. 60 {CH,CO: (C4H)L0 782-801

[CsHST 1072-43-1 2-Methylthiirane 801.5 833.3 2
TOAUL/BOW 7664-41-7 NH, 298 819 -17.6 801.4

[ColMNO,] 12108-13-3 (CHLCSH)MR(CO), $01.3 8338 0
S8ISTE/BEA 7604-41-7 NH; 320 819 ~-17.6 801.3

1ol 536-74-3 CHs-CCH 801.3 832.0 5.8

S3TINO3TON 40 S3LLINIAHAY NOLOHd ANV S3ILIOISVE ASVHd SYO
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TarLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula) Reg No(M) Base(M) GBM) PA(M) AS, (M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR,7) GB(M) PA(R) APA(MR) PA(M) AS,(R) AAS(MR) AS (M)
QOZHAISTO 79-20-9 CHCO-CH, 588 790.7 9.2 799.6
O2MIS/AR] NH, 323 819 —16.7 802.0
SSMAR/MOD C,HLCHO 300 8021 0 802.4
75-18-3 (CH,),S 801.2 8309 9.1

R theory 298 9.1
9ISMIRAD theory 600 834.2
QISMIRAD theory 0 825.3
OISMI/RAD theory 298 830.9 9.1
OIMAUYSIE T604-41-7 NH, 600 819 ~16.3 798.0 853.6 —23.0 830.6 —6.4 10.9 45
GIMATYSEE 79-20-9 CHCOCH, 600 790.7 1.7 8011 821.6 12.1 8338 N —04 4.6
GIMAUY/STE 115-11-7 (CH-C=CH, 600 775.6 238 802.7 802.1 28.5 830.6 20 -88 1.2
S7TTAE T604-41-7 NH, 350 819 - 169 801.3
RITAF 7064-41-7 NH; 350 819 -16.9 801.3
TOAUE/BOW 7604-41-7 NH. 298 819 ~14.6 804.4
TTWOIL/STA 7604-41-7 NH, 350 819 —16.9 801.3
ISR 34303-06-0 3-CHyCoHy(CHY),CHg 801.0 8335 0
YSCREFOR 67-04-1 (CH:),CO 300 7821 15.9 798.1
OSCREMFOR 79-20-9 CH,CO,CH; 300 7907 10.5 801.1
9SCRE/FOR 141-78-0 CH,COLCaHg 300 8047 ~0.8 803.9
[C411,,0) 60-29-7 {C,H;),0 801 8284 17
0ISZUMCM 96770 (C,Hy),CO 600 807 —-17 802.9 836.8 -7.1 829.7 9 8.8 17.8
YISZUIMCM 96-22-0 (CH),CO 300 807 —4.6 802.4 836.8 ~7.1 829.7 9 8.8 178
STTAF To6d-41-7 NH; 350 819 -19.7 798.2
ROMAU/LIE 060-29-7 (C,H),0 600 801 O 801
SOKNUVEFRE T664-41-7 NH; 303 819 —-10.9 808.1
SOKNI/ERE 60-29-7 (CHs),0 303 801 0 801
SITAIF 7664-41-7 NH; 350 819 —17.8 800.0
QULALIYNIS 67533 C HNH, 600 R30.6 —423 RO R
KIBRO/ABB 67-64-1 (CH,),CO 320 7821 14.6 796.6
ROLIA/SHO 1s-11-7 (CH,),C=CH, 340 7756 20.5 796.2
TIOAUR/BOW T604-41-7 NH. 298 819 —16.1 802.9
TEDAV/LAU 7664-41-7 NH; 600 819 —-11.7 800.3
TTWOLISTA 7664-41-7 NH; 350 819 -178 800.0
TISTAIWIE 60-29-7 (C,H4),0 320 801 0 801
TOHAR/LIN 67-04-1 (CH,),CO 370 782.1 9.2 790.8
[Credl] 206-44-0 Fluoranthene 800.9 828.6 16
SOMAU T604-41-7 NH, 550 819 -126 800.8
[CsH O] 107-87-9 n-C;H;COCH; 800.9 832.7 2
97THOM/HER 73-93-3 CH,COC,Hs | 333 7955 4.8 800.2
9THOM/HER 60-29-7 (C3H),0 333 801 2.8 804.4
YTHOM/HER 547-63-7 i-C;H,COOCH, 333 8057 —6.2 799.6
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Tasir 2

Summiary of proton transler thermochemical data for cach base M. sorted by gas basienry ol M Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg NotR) Basc(R) T(K) GB(R) AGB(M,R,T) GB(M) PA(R) APA(M,R) PA(M) AS(R) AAS(MR) AS (M)
9THOM/HER 75 97-8 t-C,H,COCH;, 333 808.2 -9.2 799.0
1G5, 2154-56-5 CHCH, 8007 831.4 6
RIMALL 60.29-7; (C,Hs),00 (n-CyH )0 801-810
1H1-43-3
RODEF/MCT 79-20-9; CH,COOCH; e-C HO 791-795
109-99-9
TRHOU/BEA threshold value 831.4
[CH,N,| 624-90-8 CH,NNN 800.5 833 0
SOATTICAC See Refs.; bracketed 358 83312
[CIL] 7447-41-8 LiC1 800.5 827 20
R7/CRE/FAR See Rels. 827+54
[ €C5H,0,] 80-62-6 CH,=C(CHy) COOCH; 800.5 831.4 5
QOWOL/GRU 79-20-9 CH,COCH, 320 7907 4 794.7
VOWOL/GRU 563-80-4 (i-C3HCOCH, 320 804.4 19 806.3
[ CSe] 16674-18-3 CSe at € 800.2 831.8 3
SSIAS/STE theory 831.8
[CoHL, O 557-40-4 (CH;=CHCH,),0 800.0 8274 17
RTTAF 760:4-11-7 NH, 350 819 —-17.8 800.0
SITAT2 76064-41-7 NH; 350 819 —183 799.5
[C5H,] 3551-27-7 ¢-CyH; radical 800.0 8324 0
SODEF/MC] 78-93-3; CH;COC,Hs; 1-C;H;COCH; 795-804
5603-80-4
| CoH O8] 22821-69-8 3-CH;,80,-CH,;-COOCH, 799.5 830.5 5
< 120-92-3 Cyclopentanone 338 794.0 32 797.3
94DEC/EXN2 79-20-9 CH,CO,CH, 338 790.7 9.1 799.8
VHDEC/EXNZ oU-29-/ {C>HghO 338 801 [}] 801.5
104-88-1 4-Cic,n,cio 799.4 831.3 2
7664-41-7 NH; 350 819 -19.2 799.4
83ITAE2 7664-41-7 NH, 350 819 -19.2 799.4
LCyHyO,] S64-12-1 C,H;COUCH; 799.2 330.2 5
STIAF T7664-41-7 NH; 350 819 19.2 799.2
83TAF T664-41-7 NH; 350 819 —19.2 799.2
[C3H,0,] 616-38-6 (CH;0),C0 799.2 830.2 5
87TAF 7664-41-7 NH; 350 819 - 19.2 799.2
TTWOL/STA 7604-41-7 NH; 350 81y -19.2 799.2
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Taste 2. Summary of proton transfer thermochemicat data for each base M, sorted by gas basicity of M—Continued
Y [ Y & Yy

[Formula| Reg Nothh Base(M) GB(M) PA(M) AS (M}
YrSquib Reg No(R) BasetR) T(K)y GB(R) AGB(M.R.7) GB(M) PA(R) APAM.R) PA(M) AS(R) AAS (MR} AS, (M)
[Cshig] ¢~CsHj radical 799.1 8315 0
NODYTINTC) : (-CLI)OCH @ (0 450 707 ROL

00-29-7
1C41,0] 4170-30-3 CILCH=CHCHO 799.0 830.8 2
TOVAIHAR F41-78-0 CHCO-CaHy 373 804.7 ~2.2 802.7
TOVANHAR 0764 {CHH.CO 373 78214 128 7954
TOVANHAR 79-20.9 CH.CO,CH;, 373 790.7 79 798.8
[Cyh O, 99-04-7 Benzoic acid, 3-methyl 798.8 829.8 5
DINOU/COO 7H-93-3; C,HLCOCH,: C HCOHO 795-802

100-52-7
[CHNNIO] 12071-73-7 (CsHNINO 798.6 827.0 134
SISTE/REA Tand-41-7 N, 320 819 -20.1 798.5
[CgHNO, | 89-87-2 24,-Dimethylnitrobenzene 798.5 831.0 0
S4ROEAOU HI8Y-99-49 I'retrahydrofuran 320 7947 2.1 797.1
SHROLATON 60-29-7 {CHOL0 320 801 ~1.3 800.1

13463-40-6 (CO)Fe 798.5 8320 -7
OIEKEIAG 7604-41-7 NH, 300 819 525 _35+30
IALLICRA 108-67-8 L35-(CHD-CH, 300 808.6 -10.0 798.5 836.2 -29 833.3 16.2 -23 —6.8
TSFOS/BEAS 0610-38-6: (CHO0)CO0 NH, 799-819

To04-41-7
TSIFOS/BEA2 70604-41-7 NH; 320 819 —12.6 806.5
(] 542-92-7 1,3,¢-CsH, 798.4 8216 31
STHOU/SCH 71-23-8; n-CyH,0H: (CHL L0 756-764

115-10-6
SUMALU Tood-41-7 NH, 550 819 =113 798.4
TOAULEMBOW T064-41-7 NH; 298 819 —20.5 798.5
T5LOS/TRA threshold value 827.6
1C,HRO| 694-71-3 Bicyclo[2.2.1Thept-2-ene-7-0ne 798.3 $30.2 2
SOHOU/SCH 7664-41-7 NH; 323 819 -20.5 798.3
| C3H,08] 1534-08-3 CH;C(=0)8CH, 798.0 $29.0 5
STTAL 7664-41-7 NH; 350 819 ~21.1 797.4
SICAS/KIM 79-20-9 CH,COLCH, 323 790.7 79 798.6
[CoH0,] 5515-64-0 trans-1,3-cyclohexanol 797.9 828.6 58
SSGUEMOU 109-99-9; tetrabydrofuran: (C;H),0 323 795-801

00-29-7
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Tants: 2.

Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M

Continued

{Formula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg Na(R} Base(R) T(K) GB(R) AGB(MR.,7)  GB(M)  PA(R) APA(MR) PAM)  ASR) AAS(MR) AS (M)
JCLHy) 78-79-5 CH,=CHC(CH,)=CH, 797.6 826.4 12
TOAUE/BOW T004~41-7 NH; 298 819 -215 7915
{CH5n] 594-27-4 (CHy),Sn 7974 8237 20.6
RASTO/SPE 108-38-3; 1.3-CHLCH )y 13S-CH(CH,), 786-809

108-67-8
| Mg} 7439-95-4 Mg 797.3 819.6 34
TIVOPOR 1S-114-7: 1-CyHy NH, 776-819

7604-41-7
| C4H,01 598-53-8 (CH,),CHOCH; 7971 826.3 1
BTUAY Too4-41-7 WNH, 350 819 —21.1 797.1
{C N0 16703-51-8 (CH,NCOCN 797.1 829.0 2
HITAL T004-41-7 NiT, 350 819 21.5 797.1
[CoH OS] 22821-70-1 4-CH;80,-C H,_COOCH; 796.7 827.7 5
CHDEC/TINN 60-29-7 {C,H4),0 338 80t —2.6 798.9
GADEC/EXND 120-92-3 Cyclopentanone 338 7940 0.4 794.5
O4DEC/ENN2 79-20-9 CH;CO,CH, 338 790.7 6.1 796.8
[ Cyligh | 766-98.3 4-1C HCCH 796.7 827.4 5.8
SAIMAR/MOD SO8-53-8 (CH ), CHOCH, ~300 7971 —-04 796.7
[C, 1,0 118-00-9 neo-CsH,OCH, 796.7 825.8 1
STUAI 76064-41-7 NH, 350 819 -21.5 796.6
[ otk 55186-75-9 1-CF,CH,C(CH)CH, 796.6 8255 12
STTAN 7665-41-7 NH, 350 819 =215 796.6
83TAL2 7604-41-7 NH, 350 819 —-22.0 796.1
[Col1,0,] 2967-66-0 3-CF-CyH-COOCH; 796.5 827.5 5
SOMIS/EL2 03-58-3 C HCOCH, 343 8195 -23.0 796.5
{CHsE ] 22666-67-7 a-t-butylstyrene,4-CF, 796.5 825.3 12
92NAK/NOM 616-38-6 (CH,0),CO 343 7992 -29 796.0
OINAK/NOM 109-99-9 Tetrahydrofuran 343 7947 2.1 797.0
1€,Hy0,) 505-22-6 1,3-Dioxane 796.2 825.4 11
8IMALU 60-29-/ (CaHS )0 ou0 X1 =54 9140
S3IMAU 109-99-9 ‘Tetrahydrofuran 600 7947 -0.8 795.7
1CH0] 1708-29-8 2,5-Dihydrofuran 796 823.4 17
ROBOUMDIA 00-29-7 (CH4,0 313 801 -5 796

$3TNJ33TON 40 S3ILINIZHVY NOLOHd ANV S3LLIDISYE ISVHd SVO
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Tasrk 2. Summary of proton transfer thermochemical data for each base M, sorled by gas basicity of M—Continued

| Formula| Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg NoiR) Base(R) 7(K) GB(R) AGB(M\R.T) GB(M) PA(R) APA(M,R) PA(M) AS,R) AAS(MR) AS,M)
| CHN,0,) 4164-28.7 (CH,);NNO, 795.8 8283 0
STTAE 7664-41-7 NH; 350 819 -229 795.8
1Col1,1,0,] 2557-13-3 4-CF-CH,-COOCH; 795.7 826.6 5
SOMIS/EL)2 93-58-3 C HCOCH, 343 8195 —238 795.7
[CSR T 61303 6 3-Methylbiphenyl 795.5 828.0 0
SOGALSPE See Refs 795.5
[CH0] 78-93.3 CH,COC,H, 795.5 $27.3 2
8TTAE 7004-41-7 NH; 350 819 —22.0 796.6
SIBOV/HOU 120-92-2 Cyclopentanone 300 794.0 0.8 794.8
SITAE 7604-41-7 NH; 350 819 —21.5 7971
SOLIASHIO 115-11-7 {CH;),C=CH, 340 775.6 8.4 794.7
TOKEB/YAM 141-78-6 CHLCOC,H; 600 804.7 —0.4 805.2
| C,HS] 18282-77-4 7954 826.2 58
NICAS/KIM 463-51-4 323 7936 12.6 806.0
$3ICASIKIM 79-20-9: CH;;CO,CHy: CHCG=()SCH, 323 791-798

1534-008-3
[CyHNOY 6136-68-1 3-CN-CH,-COCH, 795.4 827.2 2
SOMIS/EUD 98-80-2 CpHsCOUH; 343 ¥29.3 —339 193.4
| C<H 0] 142-68-7 ¢-C;H,, O 7954 822.8 17
EYAWING 7604-41-7 NH, 350 819 —-19.7 798.2
SIMAL 07-64-1 (CH;).CO 600 7821 1.7 791.4
SIBRO/ABB 67-64-1 {CH;),CO 320 7821 14.2 796.2
TIWOLISTA 7664-41-7 NH; 350 819 —19.7 798.2
[CHFO] 459-57-4 4-FCMH,CHO 7953 827.1 2
RTTAE 7064-41-7 NH; 350 819 —233 795.2
BITAR2 T604-41-7 NH; 350 819 —233 7952
1€,.H,,] K501 Phenanthrens 70540 8257 5.8
8SVAN/LEA See Refs.
S8OMAU 67-64-1 (CH,),CO 547 7821 12.1 795.0
[CoH,NO] 1443-80-7 4-CN-C¢H-COCH, 795.0 826.8 2
ROMIS/EU) 98-86-2 C(HsCOCH; 343 8293 =343 795.0
[C4H0,] 96-33-3 CH,=CHCOOCH; 794.8 825.8 5
QOWOL/GRU 109-99-9 Tetrahydrofuran 320 7947 0.3 795.2
9OWOL/GRU 120-92-3 Cyclopentanone 320 7940 0.3 7944
[C1oHF3] 368-79-6 3.CF3C,H,C(CH,) =CH, 794.8 8237 12

28s
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Tastr 20 Suminary of proton trapster thermochemical data for each base M, sorted by gas basicity ol M

Continued

[Formala] Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R) APA(M.R) PAM) AS,(R) AAS (MR} AS (M)
STTAE 7664-41-7 NH; 350 819 ~23.3 794.7
| CHL, O8] 597-52-4 (C,H5),SiOH 794.8 822.1 17
8RLUSTO 108-38-3 L3-(CHyL-Clly 300 7862 105 796.7 8121 12.6 824.7 22 =71 149
RILYSTO 91-20-3 Naphthalenc 300 7794 13.4 792.8 802.9 16.7 819.7 30 -10.8 19.2
[C 0] 109-99-9 Tetrahydrofuran 794.7 822.1 17
STTAEF T664-41-7 NH, 350 819 —238 794.0
S8ITAE 76064-41-7 NH, 350 819 —22.9 794.9
BIBRO/ABB 67-64-1 (CHL.CO 3200 7821 11.3 793.3
SOLIA/SHO HIS-11-7 (CH,),C=CH, 340 7756 16.7 7925
TOAUI/BOW 7664-41-7 NH, 298 819 -20.0 799.0
TTWOL/ISTA 7664-41-7 NH; 350 819 ~229 794.9
[CH,NO, 121-89-1 3-NO,CHCOCH, 794.1 826.0 2
SONIS/AULY IR-080-2 CHsCOCH 343 829.3 —35.1 794.1
{C,0] 120-92.-3 Cyclopentanone 794.0 823.7 9
XTTAF 7064-41-7 NH, 350 819 ~233 794.9
RIBROABRE 67-64-1 (CH),CO 320 7821 109 793.0
TIAUL/BOW To0d-41-7 NH; 298 819 -19.0 800.0
[C.HL0] 463-51-4 CH,=C=0 793.6 825.3 24
YTEASISMI theory 298 2.4
GHROTI/SA) Y HAT.AdL (CH).CO:; CHLCOLC H, 782-805

141-78-6
QISMIFRAD theory 298 825
YISMIRAD theory 600 829.8
QISMI/RAD theory 0 819.1
SIBEAMYE See Refs 807.5
BYTRAMCL threshold value 298 8253
TOLIA 67-64-1 (CH,),CO 300 7821 38 786.0
TOLIA 79-20-9 CH,CO,CH; 300 7907 g 790.7
TEDAVILAL 7664-41-7 NH, 600 819 —26.4 790.0
[C41,Br] 2039-86-3 3-BrCHyCH=CH, 793.5 8224 12
S8IHAR/HOU 7064-41-7 NH; 323 819 —25.1 793.5
[ CoH N0, 603-71-4 2.,4,6-Trimethykuitrobenzene 793.1 823.8 58
S4ROL/HOU 89-87-2 2.4-Dimethylnitrobenzene 320 7985 -54 793.0
84ROL/HOU 79-20-9 CH,CO,CH;, 320 7907 2.5 7932
[y 05] 107-93-7 (E)-CH;CH=CHCOOH 793 8240 5
S4BOU/HOP 00-29-7 {CHH KO 323 801t —0.3 793
S4BOU/HOP 109-99-9 Tetrahydroturan 323 794.7 -3.8 791.2

$371NI23TON 40 S3LLINIAIVY NOLOHd ANV S3ILIDISVE ISVHd SVD
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Taviy 20 Sununary of proton transfer thermochemical data for.each base M, sorted by gas basicity of M—Continued
[Formula| Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg NotR) Base(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R} APA(M.R) PA(M) ASR) AAS (MR) AS (M)
[ CoH 0, 98-89-5 Cyclohexane carboxylic acid 792.8 823.8 5
VINOUCOO 65-85-0: 78- C HCOOH: CHLCOC,H, 790-795
93-3
[C,H,0,] 843-75-9 Dihydro-1 4-dioxin 792.8 8235 58
ROBOU/HAN 99-99-0 A4-Nitrotoluene 313 7827 33 786.0
ROBOU/HAN 79-20-9 CHCOSCH, 313 790.7 2.1 792.8
[C7H;] 591-49-1 1-Methyleyelohexene 792.6 825.1 []
STTAL 7664-41-7 NH, 350 819 —26.1 792.6
FIPOLIWOLL 1604-4] -1 NH; 30 ¥1Yy —25.0 193.1
[CH,0,] 13991-37-2 (E)CH;CH,CH=CHCOOH 792.6 823.6 5
SNBOU/EIA TV-20-Y CHCOLUH, 313 7907 2.5 793.2
SRBOU/MDIA H09-99-9 Tetrahydrofuran 313 7947 —3.8 791.1
SSBOUDIA 00-29-7 (C3Hs),0 313 . 801 ~75 793.7
IBrii} 7550-35-8 LiBr 792.5 819 20
RTCRES Sce Refs. 81954
[CLENO, 100-19-6 $NO,;-CyH,-COCH; 792.5 8243 2
SOMIS/FU 98-86-2 CoHCOCH, 343 8293 —36.8 792.5
[CH,0,) 541-47-9 (CH,),C=CHCOOH 791.9 822.9 5
BRBOU/DIA 120-92-3 Cyclopentanone 313 7940 -29 791.1
REBOU/DIA 78-93-3 CH;COC-H, 313 7955 -38 791.6
SRBOU/DIA 142-68-7 ¢-CHy O 313 7954 =25 793.0
S8BOLYDIA 60-29-7 (CyHs),0 313 801 -2 799.1
TSuT 765-47-9 ¢-CsHy1,2+(CHy), 791.9 822.6 58
T7POL/WOL, 7604-41-7 NH, 350 819 -26.5 791.8
[CsHLO,] 565-63-9 (Z)CH;;CH=C(CH;)COOH 791.5 822.5 5
SRBOL/DIA 109-99-9 Tetrahydrofuran 313 7947 -33 791.6
S8BOU/DIA 120-92-3 Cyclopentanone 313 7940 -25 791.5
[C4H,0:P] 61580-09-4 4-Methy)-2,6,7-trioxa-1- 791.5 823.9 0
phophabicyclo[2.2.1]heptane
SOHODHOU 79-20-9 CH,CO,CH; 325 790.7 0.8 791.6
SOHOD/HOU 109-99-9 Tetrahydrofuran 325 7947 —38 791.4
[CHNO] 75-12-7 HCONH, 791.2 822.2 5
83IMAU 67-64-1 (CH;.CO 600 782.1 79 791.2
[CisHy51 217-59-4 Triphenylene 791.2 819.2 14.9

v8S
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Fasii 20 Suminary of proton transter thermochemical data for cach base M. sorted by gas basicity ol M Continued

| Formula| Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquiby Reg No(Ry Base(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R) APA(M.R} PA(M) AS,(R) AAS(MR) AS(M)
BOMAT 67-04-1 {CHP,CO 530 7821 10.5 791.2
[CH,:0] 628-28-4 n-C H,0CH; 791.2 820.3 n
STTAL T004-41-7 INH 350 819 —27.0 791.1
[CoH20,] 123-42-2 (CH),COH)YCH(C=0)CH;, 7911 8229 2
ROKAM/YOU 78-93-3 CHLCOC,Hy 330 7955 4.4 7911
| C1H,N;] 540-61-4 NCCH,NH, 791.0 8249 -5
BTN To04-41-7 NH; 350 819 —28.4 790.0
SITAL 75-04-7 CyHNH, 350 878 ~86.5 7915
| C4H,0,] 79.20-9 CH,CO,CH, 790.7 821.6 5
9ISZUMCM HS-11-7 (CH),C=CH, 600  775.6 10.9 7910 802.1 14.2 816.3 20 -5.4 14.6
9ISZU/MCM 109-86-4 CH,OCH,CH,OH 600  729.8 ~29 718.7 768.8 =201 748.7 ~22 28.5 6.5
D1SZU/MCM 11s-11-7 {CH),C=CH, 300 7756 12.6 788.2 802.1 142 816.3 20 =54 14.6
DIMAU/SIE [15-11-7 (CH;),C=CH, 600 775.6 15.1 795.2 802.1 13.0 815.1 20 38 23.8
OIMALYSILE 67-64-1 (CH,),CO 600 782.1 79 791.2 812 29 8149 8.7 84 17.1
STTAE T6ao441-7 Ml 350 819 20.7 788.7
SATAI 7004417 NH; 350 819 -297 788.7
S83CAS/KIN 79-20-9 CH;CO.CH;, 323 7907 0 790.7
SIBRO/ABB 67-64-1 (CH,;),CO 320 7821 5.0 7872
SOLIA/SHO 115-11-7 (CH3),C=CH, 340 7756 1.3 787.5
SOARM/HIG 79-20-9 CH,CO,CIH, 320 790.7 0 790.7
FOLALL To6.1-11-7 NIHE, 650 g10 —25.¢ 789.2
T9AUE/BOW 7604-41-7 NH; 298 819 —28.8 790.2
TEAUSAIA 115-11-7 (CH;),C=CH, 340 7756 1.3 7815
TIWOL/STA 7664-41-7 NH; 350 819 -29.7 788.7
TOKLEB/YAM 141-78-6 CH;COLC,Hy 600 8047 12.1 792.6
TOHAR/LIN 67.64-1 (CH,).CO 370 782t 0.8 783.2
[C4H40,] 1759-53-1 Cyclopropane carboxylic acid 790.4 8214 5
9INOU/COO 65-85-0: 79- CH,COOH; CH,;CO,CH; 790-791

20-9
[C,H,0,] 65-85-0 CHsCOOH 790.1 821.1 5
79LAU 7664-41-7 NH;, 650 819 ~249 790.1
[C3HN;0;] 26621-44-3 3(5)-nitropyrazole 789.0 820.8 2
92ABB/CAB 109-99-9 Tetrahydrofuran 333 7947 -5.1 790.1
92ABB/CAB 67-64-1 (CH,),CO 333 7821 5.8 788.1
[H,0,P] 10294-56-1 H,PO; 788.8 821.3 0
Y4DEP/OCC 67-64-1: 78- CH;COCH;: CH;COC,Hy 782-795

93-3
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Tagit 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

| Formula} Reg No(M) Base(M) GB(M) PA(M) AS,(M)
Yrsquib Reg No(R) Base(R) T(K) GBR) AGB(MR,T)  GB(M) PAR) APA(MMR)  PAM)  AS,R) AAS(MR) AS(M)
[CH3N;O| 2075-46-9 4-NO,-pyrazole 788.7 822.2 -38
OINOT/HER 109-99-9 Tetrahydrofuran 333 7947 -54 790.0

QINOT/HER 67-04-1 {CH3),CO 333 7821 4.8 787.4

[CeHlyl 698-23-2 (CHy),CHCCH 787.8 814.9 18
TOAUL/BOW T004-41-7 Ny 208 819 -312 787.8

{CaHy) 2781-85-3 Cycdlopropene 787.8 818.5 5.8
TOAUE/DAV 7664-41-7 NH, 298 819 -31.2 787.8

[CisHyg] 1081-75-0 CHs(CH,);CoH¢ 787.6 820.1 0
9SCREMTOR 78-82-0 i-C3H,CN 300 7728 12,6 785.4

95CREMFOR 67-64-1 {CH;),CO 300 782.1 6.3 788.4

9SCRE/FOR 79-20-9 CH;,CO,CH; 300  790.7 -1.7 789.0

1C,11:0] 3122-07-4 +CH,COCH, 7875 820 0
ROHOL/LOS 298 820

{CeHsN;] 622-37-7 phenyl azide 787.5 820 0
BYATT/ICAC See Refs.; bracketed 358 820+12

[CH 0] 638-86-3 CH:CH,OCH, 7875 816.7 1
87TAY 7664-41-7 NH, 350 819 -30.7 7875

[CsHy] 693-86-7 ¢-C,;H;CH=CH, 781.5 816.3 12
RTTAF 76064-41-7 NH;, 350 819 -30.7 787.4

TIWOLISTA 7664-41-7 NH, 350 819 -30.7 787.4

[CeHyg} 693-89-0 1-Methylcyclopentene 787.1 816.5 10
RTTAE 7664-41-7 NH, 3sn 819 —330 784.3

TOAUE/BOW 7664-41-7 NH, 298 819 -29.3 789.7

T7POL/WOL. 7664-41-7 NH; 350 819 —34.8 783.4

T6SOL/FIE See Refs. 300 813.2

[C4HsCLO] 2902-69-4 CHsCOCCly 787.0 8189 2
RITAFK Thhd-41.7 NH, 350 819 -31.6 TR7 0

[C;HsCNO,) 36312-04-6 (C5H;5)Cr(CO),NO 786.7 819.1 0
S8ISTE/BEA 7664-41-7 NH; 320 819 -32.2 786.7

[Clls) 116138-99-9 CH;-CC-CC-CH,- 786.6 819.1 o
87KIN/BUR 67-56-1 CH;OH 724.5 754.3 579 8122

87KIN/BUR 7732-18-5 H,0 660.0 691 135 826

[CyH,NO,] 1830-68-8 4-(NO,)CH,C(CH,)=CH, 786.5 815.4 2

98¢
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Tasie 2. Sunnnary of proton tansier thienmochiciical data tor cach base M, soned by gas basiciy of M—Continued
Y P! Y B Y

{Formula] Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg No(R) Base(R) T(K) GB(R} AGB(MR,T) GB(M) PA(R) APA(M,R) PA(M) AS,R) AAS(MR) 4S,(M)
BTTAF 7664-41-7 NH; 350 819 -31.6 786.5
[CyH,NO, | 13531-48-1 3-CN-C¢H4-COOCH, 786.5 817.4 5
ROMIS/IU)2 93-58-3 CH:;CO,CH; 343 8195 -33.1 786.5
[C:H:NO, | 109-95-5 C,H;ONO 786.4 8189 0
TREAR/MCM 67-64-1: (CH,),CO: CH,COOCH, 782-791

209
[CHNO] 1656-48-0 O(CH,CH,CN), 786.4 813.8 17
K4BOL/YVE 67-64-1: 79- {CH,),CO: CH,COOCH; 298 782-791

209
1 Coelt0,] 3400-45-1 cyclopentane carboxylic acid 786.4 8174 5
YINOU/COO 67-04-1; 79- (CH;),CO: CHyCOOCH, 782-791

20-9
[CsHZO, | 3721-95-7 Cyclobutane carboxylic acid 786.4 8174 5
YNOLICOO 67-04-1; 79- (CH,),C0O; CH.COOCH, 782-791

20-9
1CHO) 108-95-2 CqH:OH 786.3 817.3 5
SOMALT 7604-41-7 NH; 550 819 ~26.4 789.8
TOLAU Thod-41-7 NH, 650 819 322 7R2.R
TIDEE/MCT 74-90-81; HCN; C3H, 682-723

115-07-1
761.AU/KERB 71-43-2 CoHyg 600 7254 473 778.7
[Cyllyy ] 108-38-3 1,3-(CH,),-CH, 786.2 812.1 2
87LISTO 108-67-8 1.3,5-(CH3)-CoH; 300 808.6 —234 785.1 836.2 —25.5 810.7 16.2 222
TODEV/WOL 71-43-2 CoH, 350 7254 61.8 787.3
T2CHO/FRA2 115-10-6 (CH;10 340 7645 33 767.6
T2CHO/FRA2 74-93-1 CH;,SH 340 742 10.8 752.1
[CaHy,] 563-79-1 (CH,),C=C(CH;), 785.9 $13.9 15
TSSOL/FIE hydride transfer 300 813.9
[C1,05] 79-41-4 CH,;C(=CH,)COOH 785.7 816.7 5
84BOU/HOP 109-99-9 Tetrahydrofuran 323 7947 -84 786.6
34BOU/HOY 79-20-9 CH;3CO,CH;y 323 790.7 =59 784.8
[C4H, O] 557-17-5 n-C;H,0CH, 785.7 $14.9 11
87TAF T664-41-7 NH; 350 819 -32.5 785.6
[CyH;NO,] 1129-35-7 4-CN-C¢H-COOCH, 785.6 816.6 5
36MIS/FLI2 03-58-3 C HCO,CH; 343 819.5 ~33.9 785.6

SITINOITON 4O SIILINI4AY NOLOHd ANV S3ILIOISVE 3SVHd SVD
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TaBLE 2. Summary of proton teansfer thermochemical data for each base M, sorted by gas basicity of M—Continued

|Formuta) Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(M,R,T) GB(M) PA(R) APA(M,R) PA(M) AS,(R) AAS,(M,R) AS, (M)
|C g, 644-08-6 4-Methylbiphenyl 785.4 817.9 0
BOGAL/SPLE Sce Refs 785.4
[CsHP) 289-68-9 Phosphabenzene 785.3 817.7 0
8SHOD/BEA 79-20-9 CH;CO,CH, 320 7907 -33 7874
KSHOD/BEA 67 611 (CH;),CO 320 782.1 (%1 783.2
[Cal,S] 75-66-1 t-CHySH 785.1 816.4 4
B7TTAE T004-41-7 NH,; 350 819 —334 785.1
RATAR2 7604-41-7 NH, 350 819 —34.8 783.7
| CyHNO, | 618-95-1 3-0,N-C,H-COOCH, 784.7 815.7 5
8OMIS/EUI2 93-58-3 CyHsCO,CH;, 343 819.5 —35.1 784.4
[C,H,,0] TR-02-2 CH,CH,CH(OH)CH, 784.6 815 7
TRPAU/KIM See Rels. 815
[C4I1,0;5] 96-49-1 1,3-Dioxolane-2-one 784.4 814.2 9
STTAIF 7664-41-7 NH, 350 819 -339 784.4
{C.H,, NI T66-05-2 e-C,H, CN 784.4 815.0 6
8TTAl 7664-41-7 NH, 350 819 —334 785.0
BTMAR/GAL 78-82-0 i-C;H,CN 320 7728 12 784.8
BTMAR/GAL S5500-21-0 ¢-CHCN 320 7775 6.5 784
RTMAR/GAL 100-47-0 C,H:CN 320 7809 2.7 783.6
[CH,S) 110-02-1 Thiophene 784.3 815.0 58
36MAL 67-64-1 (CH,),CO 600  782.1 ~0.4 782.6
83TAI2 7664-41-7 NH, 350 819 —279 790.5
SIMAU 123-91-t [.4-Dioxane 600 770.0 6.3 779.7
S3IMAU 78-93-3 CH,COC,H; 600 7955 -10.5 783.9
8IHOU/SCH 71-23-8; n-C;H;0H; (CH;),0 756-764

115-10-6
[Celty] 922-61-2 CH,CH=C(CH,)C,H 784.0 812.9 12
T6GOR/MUN hydride transfer 100 BUY.6
7SSOL/FIE hydride transfer 300 816.1
[CisH),0 1087-49-6 C4Hs(CH,),CH; 783.8 826.1 -33
95CRE/FOR 78-82-0 i-C3H,CN 300 77238 12.6 785.5
95CRE/FOR 67-64-1 (CH;),CO 300  782.1 0 782.2
[C,H:0,] 11324 +CH,COOCH, 783.5 816 0
89HOL/LOS 298 816

885
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Fantli 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSyuih Reg No(R) Base(R) T7(K) GB(R) AGB(MR.T) GB(M) PA(R) APA(M.R) PA(M) AS,R) AAS(M,R) AS (M)
[Cult] 643.58-3 2-Methythiphenyt 783.4 8159 0
8OGAL/SPE See Refs. 7834
1CIEB0] 121-43-7 B(OCHy), 783.4 8158 0
9IRAN//POU 78-92-2: 07- 2-butanol: CH,COCH, 785-782
04-1
[CH,NO, | 64416-49-5 3-(NOHCJILC(CH)=CH, 783.3 812.2 12
RTTAF 7604-41-7 Nil, 350 819 —348 7833
1G] 625-27-4 (CH3),C=CHCH,CH, 783.1 812 12
TRAUS/LIA Hs-11-7 (CH,),C=CH, 340 7756 1.7 787.6
TOGOR/MUN hydride transfer 300 811.1
PSSOL/IIE hydride transfer 300 807.8
165, 625-65-0 (CHy),C=CHCH(CNy), 783.1 812 12
FOMALYSOL. Sce Rels. 812
OO 108-05-4 CHL,CO0CH=CI, 782.9 $13.9 5
BOMALU 67-04-1 (CH;),CO 600 782.1 -1.7 781.6
ROMAL! 109-94-4 HCO.C3H, 600 7684 159 7843
[Catl 92.52.4 Biphenyt 782.9 $13.6 58
ROMAL 67-64-1 (CH)L,CO 550 7821 0 7829
[CaHS: 1 624-92-0 CH,SSCH; 782.8 815.3 0
SEKIM/BON T15-10-6: {CH -0 (CH)LS 764-801
75-18-3
[ C7HNO, | 99-99-0 4-Nitrotoluene 782.7 815.2 0
S4ROL/HTOU 67-64-1 {CH,),CO 320 782 0.4 782.7
1CHz0,) 637-88-7 c-hexane-1,4-dione 7827 812.5 9
STBOWTOP 79-41-4 CH:C(=CH,)COOH 313 7857 -29 782.7
456-48-4 3-FC,H,CHO 782.5 814.3 2
7664-41-7 NH; 350 819 -36.2 782.4
T004-41-7 NH; 350 819 —37.1 781.3
[C7H S 2550-37-0 ¢-CHy, CHL8H 782.4 813.6 4
BTTAL To64-41 7 NH 350 210 —-36.2 7823
[C it 1718-50-9 CHo(CH,):CH; 7824 8247 -33
9SCREMAOR 78-82-0 i-C;H;CN 300 7728 1.7 784.6
95CRE/FOR 67-04-1 (CH).CO 300 78201 ~2.1 780.1

SITNIITOW 40 SIILINISAY NOLOHd ANV S3ILLIDISVE ISYH SVO
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TasLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

065

¥ObL L YN L JUA EjeQ jod 'WoY)d Sayd

7SPIT/BUR

See Refs.

| Formula|] Reg No(M) Base(M) GB(M) PA(M) AS,(M)

YrSquib Reg No(R} Base(R) T(K) GB(R) AGB(M,R,T) GBM) PA(R) APA(M,R) PA(M) AS,(R) AAS(MR) AS (M)

[CH,NOy] 619-50-1 4-0,N-C¢H,-COOCH; 782.3 813.2 5

MOMIS/AU 9X-546-3 CeHsCOLCH; 343 ¥19. —37.2 782.3

[CaH,0] 67-64-1 (CH;,),CO 782.1 812 8.7

OTEAS/SMI theory 298 8.7

9SSMI/RAD theory 298 8119

9ISZUMCM s-11-7 (CH;3),C=CH, 600  775.6 75 786.5 802.1 8.8 810.9 20 -2.1 179

VASZU/MOM 60 20 7 (Cal15),0 600 801 —16.3 787.2 828.4 -21.3 807.0 17 84 254

93ISZU/MCM 96-22-0 (C,H,CO 600 807 —18.0 789.1 836.8 —22.6 814.2 9 75 16.5

YISZU/MCM 115-11-7 (CH;),C=CH, 300 7756 84 784.0 802.1 8.8 810.9 20 =21 17.9

YISZUMCM 96-22-0 (C,Hs),CO 300 807 -20.5 786.5 836.8 —22.6 814.2 9 7.5 16.5

9ISZUMCM 60-29-7 (C3Hs),0 300 801 -188 7822 8284  -213 807.0 17 8.4 25.4

YIMAU/SIE 91-20-3 Naphthalene 600 779.4 4.2 790.0 8029 16.7 819.7 30 -209 9.1

YIMAU/SIE 78-82-0 i-C;H;CN 600 7728 12.1 784.1 803.6 14.6 818.2 5.7 —38 1.9

QIMAUISIE 115-11-7 (CH,),C=CH, 600 775.6 7.1 786.1 802.1 9.2 811.3 20 -29 17.1
T 87TAF 7604-41-7 NH; 350 819 —352 783.0

SIMALI (7.1t (CH,).CO 600 782.1 0 782.1

SIBRO/ABB 04-04-1 (CH3),CO 320 7821 0 782.1

SOMAU 7664-41-7 NH; 550 819 —28.9 786.4

SOLIA/SHO 115-11-7 (CH,),C=CH, 340 7756 6.7 7828

TOAUEBOW 7064-41-7 NH, 298 819 -317 787.3

TEDAV/LAU 7664-41-7 NH, 600 819 -27.2 787.3

T8AUS/LIA 1151127 (CH,),C=CH, 340 7756 6.3 782.3

TTWOL/STA 7664-41-7 NH; 350 819 -36.2 782.1

T6KEB/Y AM 141-78-6 CH;CO,C;H; 600  804.7 —14.6 788.9

TOHAR/LIN 67-064-1 {CH;),CO 370 782.1 0 782.1

[CCIN) 874-86-2 4-(CH,CD)-CgHy-CN 782.1 812.8 6

OIDEC/EXN2 100-47-0 CeH,CN 338 780.9 0.8 781.7

93DEC/EXN2 5500-21-0 ¢-C;HsCN 338 7715 5.1 782.6

1CwH,1 119-64-2 1.2.3.4-Tetrahydranaphthalene 782.1 309.7 16

SOMAU 7664-41-7 NH; " 550 819 —314 782.0

[CoH,F5] 402-24-4 3-CF3CgH,CH=CH, 781.8 810.7 12

B4HAR/HOU 7664-41-7 NH; 323 819 —36.8 781.8

[CyH 8] 513-53-1 CH,CH,CH(SH)CH, 781.7 313 4

78PALU/KIM See Refs. 813

[ C3H,,08i} 1066-40-6 Silanel, trimethyl 781.5 814.0 0

89ORL/ALL 95-47-6; o-xylene; m-xylene 768-786

108-38-3
8SCLE/MUN 100-47-0; C(HsCN: tetrahydrofuran 470 781-795
109-99-9

SVIT 'O 'S ANY H3LNNH M1 °d '3
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Tanek 20 Summary ol proton transfer thermochemical daia for cach base M, sorted by gas bastcity of M Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquih Reg NofR) Base(R) T(K) GB(R) AGB(MR.T) GB(M} PAR) APA(M.R) PA(M) ASR) AAS(MR) AS M)
[ CHO| 540-67-0 CH;0C,H; 781.2 808.6 17
8TTAE To64-41-7 NH, 350 819 ~36.6 781.2
TOAULE/BOW 115-10-0 (CH L0 208 764.5 17.6 782.0
TIWOLISTA Too4-41-7 NH; 350 819 -375 780.3
[CH,] 764-35-2 2-hexyne 781.1 806.1 25
QOZHA/NSTO 108-38-3 13-(CH-C H,, 603 786.2 -4.2 781.1
1CALC10] 587-04-2 3-CICH,CHO 7811 813.0 2
STUAE T6o4-41-7 NH, 350 819 =375 781.1
[C,HN] 100-47-0 C,CN 780.9 811.5 6
STTAF 7664-41-7 NH, 350 819 =36.6 781.8
SOMAR/TOP TR-82-0 i-CLON 300 7728 79 " 7808
SOMAR/TOP 74-90-8 HCN 300 6816 96.2 7719
70LAL 7004-41-7 NH, 650 819 -31.7 782.9
TOLAV/KER 71-43-2 C,H, 600 7254 47.7 778.8
64407-07-4 3-(CH,CN-CoH-CN 780.6 811.2 6
100-47-0 C,HCN 338 7809 -09 780.0
5500-21-0 ¢-CiHCON 338 7775 37 781.2
[ C4H0,] 625-55-8 HCOOCH(CHj,), 780.3 8113 5
TOHAR/LIN 67-64-1 (CH;),CO 370 782.1 =2t 780.3
[C/H,0,8] 3112-85-4 C, HsS0,CH; 780.3 8127 0
BTTAF T664-41-7 NH, 350 819 —38.4 780.2
[CsHN] 630-18-2 t-C4H,CN 780.2 810.9 6
8TTAF 7664-41-7 NH; 350 819 —37.1 781.3
BOMALU/KAR 108-38-3 13-(CH;)-CH,y 335 7862 -29 783.9
RO6MAU/KAR 67-04-1 {CH;),CO 335 7821 —4.2 778.1
SEMARTOP 78020 i C4H,CN 300 7728 7.5 780.4
S6MAR/TOP 74-90-8 HCN 300 681.6 95.8 777.5
[CM,] 513.38.9 (CH),C=CHCH, 770.0 808.8 12
TYAUE/BOW T664-41-7 NH; 298 819 -337 785.3
TEAUS/LIA 115-11-7 (CH,),C=CH, 340 7756 54 781.4
T6GOR/MUN hydride transter 300 Rf07 7
T53SOL/FE hydride transfer 300 809.8
[CsHsC] 766-83-6 3-CIC,H,CCH 779.8 812.3 0
Y2IMIS/AR] 536-74-3 CyHs-CCH 323 8013 -21.3 780.1
8SMAR/MOD 07-04-1 (CHL.CO ~2300  782.1 =25 779.6

S3TNDZTOW 4O SIILINIJAV NOLOHd ANV S3ILIDISYE 3SVHd SYO
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Tasie 20 Sununary of proton transfer thermochemical data for cach base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PAM) AS (M)
YrSquib Reg NofR) Basc(R) T(K) GB(R) AGBIMR.T) ~ GB(M)  PAR) APAMMR)  PAMM)  AS(R) AAS(MR) AS(M)
C ] 1083-56-3 CoHS(CHY)C He 779.8 322.0 -3
9SCRE/FOR 78-82-0 i-CiH,CN 300 772.8 79 780.9
O5CRI/FOR 67-64-1 (CH,CO 300 7821 -25 779.7
SOMAU/IUN 05-47-0 o-Xylene 350 7683 75 778.3 796.0 24.7 820.7 16 —49 -33
[Cully] 91-20-3 Naphthalene 779.4 802.9 30
SRLISTO 108-38-3 L3-(CH,-C Hy 300 786.2 -38 782.5 8121 -6.3 805.9 22 8 30
SSVAN/LEA See Rels,
ROMAU 7604-41-7 NH, 550 819 =318 778.1
TREATYSAL To04-41-7 NH, 600 819 —30.1 778.0
[CH,0,0 26655-34-5 alpha-D-glucose 778.9 NE NE
VOFEBZIA HIS-11-7: (CHLLU = CHA (UHG 00 776-782

67-04-1
| €0, 28905-12-6 beta-D-glucose 778.9 NE NE
QOIEB/ZHA VIS-11-7067- (CH,C = CH,: (CHY)LCO 776-782

o4-1

s 1679-08-9 neo-CsHp SH 778.2 809.5 4

STTAL 7604-41-7 NH, 350 819 —40.3 778.2
[C7H5NO; | 619-73-8 4-NO,-C H,CH,OH 778.0 810.5 6
SOSUN/KULL See Refs, 300 778 812
[CsHg] 627-21-4 C,H;CCCH; 778.0 810.2 1
TOAUE/BOW T604-41-7 NH; 298 819 —41 778
TAMCA 115-11-7: i-CyHg (CHLCO 776-782

07-04-1
1C.H,S] 120-12-2 -0 H S(Thiirane) 777.6 807.4 9
SOAUE/WIR 79-20-9 CH,CO,CH, 298 790.7 —838 781.9
SOAUE/WEB 115-11-7 (CH;),C=CH, 298 7756 1.0 776.6
SOAUE/WIER 592-84-7 HCO,(n-CyHy) 298 775 24 7774
ROAUE/WEB 513-359 (CH;),C=CHCH, 298 779.9 -54 714.6
[HOSi] 97402-81-8;:a  HSiO at O 771.5 810 0
9ILUC/CUR theory 298 810
| C4HN] 5500-21-0 ¢-C4HCN 7715 /0 2 6
STTAF 7664-41-7 § 350 819 —40.7 7717
81BRO/ABB 67-04-1 (CH,),CO 320 782.1 =50 777.2
T6STA/KLE 7664-41-7 NH, 320 819 -37.2 781.5
[CH0] 78-85-3 CH,=C(CH;)CHO 776.8 808.7 2
TOVAIHAR 123-91-1 I A4-Dioxane 373 7700 4.6 775.7

265
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Tanik 2

Summary of proton transfer thermochemical data for each base M. sorted by gus basicity of M-

Continued

[Formula| Reg No(M) Base(M) GB(M) PA(M) AS, (M)
YrSquib Reg No(R) Base(R} T(K) GB{R) AGB(MR,T) GB(M) PA(R) APA(M.R) PA(M) ASF(R) AASW(M,R) AS‘,(M)
TOVANHAR 392-84-7 HCO(n-C H) 373 715 2.5 777.7

TOVANHAR 07-64-1 (CHCO 373 7821 -54 777.2

[CsHyNO| 2141-02-0 CyH;CHEOU, H ) UHLUN 776.5 807.2 6
NTUAK T664-41-7 NH, 350 819 —42.1 7763

STMAR/GAL 100-47-0 CoHCN 320 7809 —-33 1776

STMAR/GAL 78-82-0) i-C H;CN 320 7728 3 7758

STMAR/GALL 110-74-7 HCO,n-CH;) 320 7739 2.5 776.4

[ Callys | 592-41-6 t-hexene 776.3 805.2 12
Y6ZHAISTO 108-38-3 1.3-(CH),-C Hy 580 786.2 —9.6 7794

DOZHAINTO 79-20-9 CHLCO,CH, 573 790.7 —155 7733

[ Cytl | 2561-17-3 3-FCH,CCH 776.3 808.7 0
ESMAR/MOD 67-04-1 (CH3),CO ~300 782.1 —=5.9 776.3

[CyHy) 115117 (CH),C=CH, 775.6 802.1 20
971 theory 298 15.7
O6TRA threshold value 298 801.7

DISZUMON] T604-41-7 NH, 600 819 —322 7789 853.6 -50.2 8034 —6.4 30.5 24.1
YASMI/RAD theory 0 798.7

YISMIE/RAD theory 600 804.7

YISMURAD theory 298 802.1

DIKEIRIL appearance 298 802

QISZE/MON ool 17 NH, 00 819 —41.4 7116 853.6 =50.2 8034 —6.4 3605 24.]
9EMALYSIE TOO4-41-7 NH, 600 819 -37.7 7734 853.6 —53.6 800.0 —6.4 259 19.5
8TTAE 7004-41-7 NH; 350 819 —42.1 775.6

SOLIA/SHO 75-07-0 CH,;CHO 340 736.5 36.8 772.6

SOLIA/SHO 11s-14-7 {CH;).C=CH, 340 7756 0 775.6

TOHOU/BEA threshold value 783.7

TOAUEMBOW To04-41-7 NH; 298 819 —39.5 779.5

TRDAV/LAU 7664-41-7 NH; 600 819 ~-33.9 777.2

TTWOLISTA 7604-41-7 NH, 350 819 ~42.1 775.6

T6KEB/YAM 141-78-6 CH.COCH, 600 8047 213 778.9

[C,0NV] 20644-87-5 (CO)V 7753 799.9 26.4
SISTE/BEA 7604-41-7 NH, 320 819 —43.1 775.2

| CsHLFO,S | 124397-36-0 3-50,F-CH,-COOCH, 775.1 806.1 5
O4DEC/EXN2 630-18-2 t-CHON 338 7802 —1.0 7754

94DEC {2 S500-21-1) ¢-C3H;CN 338 7775 =21 775.4

O4DEC/EXN2 109-94-4 CHO,C,H; 338 7684 6 774.4

[C:H,,0,) 592-84-7 HCO,(n-C,Hy) 775 £06.0 5
87TTAF To04-41-7 NH, 350 819 —43.9 774.5

SOLIA/SHO 11s-11-7 (CH.)L,C=CH, 340 7756 ~1.7 774.8

SITINOITOW 40 SIILINIZ4Y NOLOHd ANV S31LI0ISVE 3SVHd SVD
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Tasig: 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
Yrsquib Reg No(R) Base(R) T(K) GB(R) AGB(MRT) GB(M) PAR) APAMMR)  PAM)  AS R} AAS(MR) AS(M)
TOAUL/BOW 115-10-6 (CH,),0 298 7645 11.7 776.2

TTIWOL/STA T0604-41-7 NH; 350 819 —43.9 774.5

[CH,N, | 420-04-2 H,-CN 7749 805.6 6
O3CAC/DEP T8-82-0 i-CH;,CN 298 7728 2.1 774.9

SIBEALYLE Sce Refs 686

[CyHEN 140-29-4 Benzyl cyanide 774.8 805.5 6
HTTAE 7004-41-/ NH; 350 819 —43.5 774.9

BIMAR/GAL. 5500-21-0 ¢-C-HCN 350 7775 -1.7 775.8

STMAR/GAL 78-82-0 i-C3H,CN 350 7728 1.7 7745

B7TMAR/GAL 107-12-0 CHHON 350 762.0 18] 774.0

[Cyti] 693027 I-hexyne 774.8 799.8 25
QOZHAISTO 108-38-2 1.3-(CH)»-C My 610 786.2 —8.8 776.5

96ZHA/STO 79-20-9 CH.CO,CH; 574 790.7 121 7730

[Mn] 7439-96-5 Mn 7744 7973 32
S86ELK/ARM2 See Refs. 298 797+13

1€l 103-29-7 CHs(CH,),CHs 774.1 8018 16
GSCREMFOR 115-10-6 (CH, L0 300 7645 1.3 7758

YSCRE/FOR 78-82-0 i-C3H,CN 300 772.8 1.3 774.1

KOMAU/HUN 95-47-6 o-Xylene 350 7683 38 772.1

[C41,0] 503-30-0 ¢-C3lO(Oxetane) 77139 8013 17
STTAK 7664-41-7 NH, 350 819 —43.9 7739

THAUEBOW 115-10-6 (CH;),0 298 7645 19.5 784.0

[CHy0;] 110-74-7 HCO,(n-C3H,) 773.9 $04.9 5
STTAEF 7664-41-7 NH; 350 819 —44.8 713.6

SOLIA/SHO 11s-11-7 {CH,),C=CH, 340 7756 =25 773.7

79LAU 7664-41-7 NH; 650 819 —43.1 7719

TYAUE/BOW 115-10-6 (CH;),0 298 164.5 8.8 773.2

TIWOL/STA 7664-41-7 NH, 350 819 —44.8 773.6

76KEB/YAM 141-78-6 CH;CO,C,H; 600 804.7 =276 777.1

TOHAR/LIN 6/-04-1 {CH3),CO 370 7821 —84 774.0

[CHeFS] 705-28-2 3.CF-C Hs-CCH 7738 806.2 0
92MIS/ARI 536-74-3 C¢Hs-CCH 323 8013 —27.6 773.8

85SMAR/MOD 115-10-6 (CH;),0 ~300 764.5 2.5 767.0

[C4HEF30] 455-19-6 p-CF,CH CHO 7738 805.6 2
8TTAF 7664-41-7 NH. 350 819 —44.8 7737

87TAF 115-11-7 {CH;),C=CH, 350 775.6 -2.7 773.8

83TAF2 T664-41-7 NH; 350 819 —60.4 758.2
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TasLe 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M---Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APA(M,R) PA(M) ASLR) AAS(MR) AS(M)
1C.H,0,] 107-21-1 HOCH,CH,OH 7736 815.9 -33
QS0 HE/RTO 108-8R-3 CyHCH 600 756.3 2.7 773.6 784.0 33.1 817.0 16 —50.6 —~34.6
9IBOUBEZ 78-85-3; 67- CH,=C(CH;)CHO; (CH;),CO 300 777-782 820

o4-1
[Caigl 128484-66-2 trans-1,4-dibenzylcyclohexane 7733 805.7 o
9SCRE/NFOR 115-10-6 (CH,),0 300 7645 15 7720
YSCR 78 82-0 i-C3H;,CN 300 7728 1.7 774.5
[CH;N} 78-82-0 i-C3H,CN 772.8 803.6 57
9ISZU/MCM 67-64-1 (CH,),CO 600 7821 ~13.0 770.1 812 =17 810.3 87 -19.2 -105
OIMALU/SIE 15117 {CH;),C: CH, 600 7756 ~5.0 7749 802.1 -38 798.3 20 -2.1 17.9
9IMALU/SIE 107-12-0 C,H:CN 600  763.0 9.6 7724 794.1 10.0 804.1 4.7 0.8 55
QIMAU/SIE 91-20-3 Naphthalene 600 779.4 -9.6 7771 802.9 2.1 805.0 30 -19.2 10.8
DIMAU/SIE 108-88-3 CoHsCH; 600 7563 17.2 776.5 784.0 213 805.3 16 -7.1 89
RTTAF 7664-41-7 NH, 350 819 -453 773.1
BOMAR/TOP 78-82-0 i-C3H,CN 300 7728 0 772.8
TTWOLISTA 7704-41-7 NHj 350 819 44.8 773.5
TOSTA/KLL 109-94-4 HCO,CyHy 320 7684 4.2 772.6
BN, 6569-51-3 Borazine 7728 802.5 9.1
T9DOVGRE 123911 1.4-Dioxane 298 770.0 2.9 773.0
TODOVGRE 109-94-4 HCO,C,H; 298 768.4 42 772.6
[C4H,0] 1191-95-3 cyclobutanone 7727 802.5 9
92ABB/CAN 110-74-7 HCO,(n-C;3H) 333 7739 03 774.0
92ABB/CAN 109-74-0 n-C;H,CN 333 7617 49 7725
92ABB/CAN 100-47-0 CHCN 333 7809 ~76 7732
8TTAF 7664-41-7 NH; 350 819 -46.7 771.6
84BOU/HOU 115-10-6 (CH;),0 300 764.5 5.0 769.5
84BOU/HOU 79-09-4 C,HCOOH 300 7662 04 766.7
84BOU/HOU 75-65-0 t-C,H,OH 300 7722 -17 7705
81BRO/ABB 67-64-1 (CH,),CO 320 7821 -10.5 771.7
[C:H,01 75-56-9 2-Methyloxirane 7727 803.3 6
TOAUEBOW 7664-41-7 NH, 298 819 —46.4 772.6
[C3HgS] 75-33-2 i-C3H,SH 7723 803.6 4
87TAF 7664-41-7 NH, 350 819 —46.2 772.3
83ITAF2 7664-41-7 NH; 350 819 —46.2 7723
{H,N,] 3618-05-1 HN=NH 772.3 803 5.8
92GAR/RUT theory 803
[C3HF3N] 677-41-8 CF3;N(CH3), 772.2 803.0 5.6

SITNITTOW 40 SALLINIHAY NOLOHd ANV SALLIDISVE 3SVHd SYD
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TasLi 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

|Formula] Reg No(M) Base(M) GB(M) PA(M) ASy(M)
Y1Squib Reg NotR} Base(R) T(K) GB(R) AGB(MR.T)  GB(M)  PA(R) APAMR)  PAM)  AS/R) AAS(MR) AS,M)
NTTAE 7664-41-7 NH, 350 819 —45.3 773.1
TOAUE/BOW 115-10-6 (CH )0 298 764.5 6.8 771.3
TISTAITAA T664-41-7 NH; a0 ¥ —47.0 7108
[CHWO[ 75-65-0 -CH, Ol 7722 802.6 7
79LAU 7664-41-7 NH; 6350 819 —-41.7 772.6
TYAUL/BOW 115-10-6 (CH L0 298 764.5 6.8 771.3
TRTAF/TAA 67-56-1 CH;0H 320 7245 48.4 7727
TTHIR/KEB See Refs. 795 84
[CsHyN]) 110-59-8 n-C HyCN 7717 802.4 6
BPTAL P60k 41 -7 NIy 350 810 46.7 771.7
TOSTAKLE T664-41-7 NH, 320 819 —42.7 776.1
[EemMi | 21072-42-4 trans-1.4-diphenylcyclohexane 771.7 804.1 0
9SCRE/FOR 78-82-0 i-CH,CN 300 7728 =13 7716
11,01 100-49-2 ¢-CoHy;CH,0H 7717 802.1 7
STTAF T664-41-7 NH, 350 819 —46.7 7.7
1,1, F0,8] 124397.38-2 4-80LK-C H,-COOCH, 7716 RO7.6 5

630-18-2 1-CHyCN 338 7802 -84 771.9

5500-21-0 ¢-C;H;CN 338 7715 ~55 772.0

109-94-4 HCO,C3H; 338 7684 24 770.8
(€4S ] 513-44-0 i-C,H,SH 7714 802.6 4
8TTAE 7664-41-7 NH; 350 819 —47.1 771.3
|CH0] 110-00-9 Furan 770.9 8034 0
RIMALU 108-88-3 CoHsCH, 600 756.3 134 774.5
B3IMAU 109-94-4 HCO,C:H, 600 7684 =25 7674
8IHOU/SCH 71-23-8; n-C,H,0H; (CH;),0 756-764

115-10-6
S8OHOU/SCH 67-64-1 {CH;),CO 323 782.1 -2.5 779.8
[C411,0,] 4598-47-4 1,4-Dioxyl radical 770.7 803.2 0
83AUS/LUT 123-91-1 | 4-Dioxane 340 7700 ~0 770.7
[C;H;0,P] 279-53-8 2,6,7-Trioxa-1- 770.6 803.1 0

¢ ! yclo[2.2.1]hep

80HOD/HOU 109-74-0 n-C;H,CN 320 767.7 1.7 769.5
SOHOD/HOU 5500-21-0 ¢-C;H;CN 320 7775 -59 771.8
[B;H:N;] 61110-11-0 B-Borazinyl radical 770.6 803.0 0
76DES/POR 109-94-4: HCO,C;Hs: H;BN;H; 768-773

6569-51-3

969
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Taset 2. Sumimary of proton transfer thermochemical data for each base M, sorted by gas basteity of M

Continyed

[Formula} Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(M\R,T) GB(M) PA(R) APA(MR) PA(M) ASR) AAS(MR) AS(M)
1CLS] 109-79-5 n-C,H,SH 770.5 801.7 4
8TTAL 7664-41-7 INH, 350 819 -48.1 7704
{C4H,0,] 431-03-8 CH;COCOCH, 770.1 801.9 2
R7BOU/HOP 109-94-4 HCOCaHe 313 768.4 2.5 770.9
87BOUMHOP 1191-95-3 cyclobutanone 313 7727 -33 769.5
S7TBOUHOP 115-10-6 (CHY),0 313 7645 5.0 769.7
8IMAU 67-64-1 (CHy),CO 600 7821 —14.1 770.1 812 75 804.5 87 ~10.9 -22
[CH O, 123-91-1 1,4-Dioxane 770.0 797.4 17
STTAF 7604-41-7 NH, 350 819 —48.1 769.8
RIBRO/ABB 07-04-1 (CH,),CO 320 7821 -11.7 7703
TIWOL/STA T604-41-7 NH; 350 819 —47.6 770.2
[C,HNO, | 98-95-3 CeHsNO, 769.5 800.3 5.8
RTTAF 7604-41-7 NH; 350 819 —49.4 769.0
S4RO1/HOU 123-91-1 1. 4-Dioxane 320 770.0 -13 769.0
AU TO64-41-7 NH; 65(} 819 —43.1 7717
TOLAUKER 71432 CyH, 600  725.4 37.2 768.4
(SR 101-81-5 CHsCH,CoH< 769.5 802.0 0
9SCRE/FOR 115-10-6 (CH)-,0 300 7645 6.7 771.2
9SCREMFOR 78-82-0 i-C3H,CN 300 7728 =50 767.8
[CeH,0;] 106-51-4 p-benzoguinone 769.3 799.1 9
GOIRI/MAL 107-12-0y C,HCN; i-CsHy 763-776

115-11-7
[C4H,NO,S | 22821-75-6 3-(CH;80,)-CeH-CN 768.8 799.5 6
94DEC/EXN2 109-74-0 n-C3H,CN 338 7677 0.5 768.2
O4DEC/EXN2 109-94-4 HCO,C,Hs 338 7684 1.4 769.5
[C3H,04]) 100.04-4 HOOL,C, M, 7684 799.4 5
87TAF 7664-41-7 NH, 350 819 —50.3 768.1
81BRO/ABB 67-64-1 (CH;),CO 320 7821 ~13.8 768.4
80LIA/SHO 115-11-7 (CH.),C=CH, 340 775.6 -10.0 766.2
TIAULBOW ts-10-6 (CH;),0 298  764.5 39 768.4
T8DAV/LAU 7664-41-7 NH; 600 819 —41.8 773.7
TIWOL/STA 7664-41-7 NH; 350 819 —50.3 768.1
76STA/KLE 109-94-4 HCO,C;H; 320 7684 0 768.4
76HAR/LIN 67-64-1 (CH,),CO 370 7821 —84 774.0
[crl 7440-47-3 Cr 768.4 791.3 32
87ELK/ARM See Refs. 7919

SITNIFTOW 40 STLLINIAHY NOLOHd ANV S3LLIDISYE ISVYHd SVH
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TaBLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APA(M,R) PA(M) ASHR) AAS,MR) AS (M)
[Ugttgl 95-47-0 o-Xylene 768.3 796.0 16
87TAF 7664-41-7 NH; 350 819 —49.0 768.9
ROMAU/HUN 95-47-6 0-Xylene 350 7683 0 768.3
SOMAL 108-8%8-3 C,HCH; 492 756.3 9.2 765.5
ToDEV/WOL. 71-43-2 CoHe 350 7254 439 769.8
THHEH/MCE 7664-41-7 NH; 350 819 —48.5 769.4
T2CHONRAL 115-10-0 (C13),0 340 7645 3.3 767.7
T2CHOMNRA2 74-93-1 CH,SH 340 742 10.4 751.9
[ C,HiP) 6569-82-0 ¢-C,H,PH 768.3 802.5 58
SOAUR/WERB 123-91-1 1.4-Dioxane 298 7700 -2.4 767.6
ROAUE/WER 115-10-6 (CH:),0 298  764.5 24 766.9
SOAUE/WER 10 74 7 HCO,(n C,H,) 208 773.9 -3.4 770.5
[C4H,NO,S) 22821-76-7 4-(CH;80,)-CgH,-CN 768.0 798.7 6
94DEC/EXN2 109-74-0 n-C;H,CN 338 7677 -0.3 767.4
94DLC/EXN2 109-94-4 HCO,C,H, 338 7684 03 768.7
[ 3,N] 109.74.0 n.CH,ON 767.7 798.4 6
RTTAE T604-41-7 NH; 350 819 —49.4 769.0
TOAUE/BOW H15-10-6 (CH,3),0 298 7645 2.0 766.4
T6STA/KLE T664-41-7 NH; 320 819 —44.8 774.0
[CyllF,0] 434-45-7 C,HsCOCF, 7674 799.2 2
RTTAF 7664-41-7 NH, 350 819 —-51.3 767.3
| CH,TE) 13309-26-8 H,C=Te 766.8 79 1
8SIAS/STE theory 796
[Call ] 106-42-3 p-Xylene 766.8 794.4 16
T6DEV/WOL 71-43-2 CiHa 350 7254 40.7 766.6
THHEH/MCI 7664-41-7 NH; 350 819 -51.7 766.2
T2CHOMNRA2 74-93-1 CH,SH 340 742 10.2 517
T2CHO/FRA2 115-10-6 (CH,),0 340 7645 3.0 761.5
[C,H,NS] 556-61-6 CH;NCS 766.7 7992 0
85KAR/STE 109-74-0 n-CyH,CN 300 7677 -13 766.5
85KAR/STE 115-10-6 (CH;),0 300 7645 25 767.0
7AMCA 115-11-7; i-C;Hy; (CH,),CO 776-782
67-64-1
[CH,0S] 40100-16-1 N 766.4 798.9 0
96BOU/SAL 115-10-6; (CH3),0; HCO,C,Hs 764-768
109-94-4
[CH,NO,] 624-91-9 CH;ONO 766.4 798.9 0

865
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Tasig 2. Summary of proton transfer thermochemical data for each base M. sorted by gas basicity of M-—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R) APA(M.R) PA(M) AS(R) AAS(MR) AS,(M)
TREAR/MCM 115-10-6; (CH;),0: HCOOC;H;4 764-768

109-94-4
ToMCA/PIT 64-17-5; 67- C;HsOH; CH;COCH, 746-782

04-1
| C4HF3S 5187-62-2 CF;CH,SC,Hg 766.4 797.6 4
8TTAL 7664-41-7 NH; 350 819 ~522 766.3
[CsH5F30,] 352-23-8 CF,CH,CO0C,H; 766.3 797.3 5
R7TAF 7604-41-7 NH, 350 819 —522 766.3
[ C4HNO) 105-07-7 4-CNC,H,CHO 7663 796.9 6
BTTAF TO04-41-7 WNH;, 350 819 52.2 766.2
BITAIR2 T664-41-7 NH; 350 819 —783 740.1
[C3H1,05) 79-09-4 C,115CO01T 766.2 797.2 3
TOYAM/KER 7664-41-7 NH; 600 819 —49.4 766.2
[C,HNS] 556-64-9 CH,SCN 766.1 796.7 6
RSKAR/STE 115-10-6: (CH,0: 1-C;H,CN 764-768

109-74-0
TAMCA 115-11-7: i-CHy (CH),CO 776-782

67-64-1
[C,H,NO| 57681-10-4 NCC(CH,)CO 765.5 798 0
94FLA/HAV theory 798
[C4H,0] 78-84-2 i-C;H,CHO 765.5 7973 2
8TTAF 7664-41-7 NH, 350 819 ~53.1 765.5
T9AUE/BOW 115-10-6 (CH,),0 298 764.5 1.0 765.4
TIWOL/STA 7064-41-7 NH; 350 819 ~53.4 765.5
[CsH,,0] 75-84-3 neo-CsH;,OH 765.2 795.5 7
T8TAF/TAA 67-56-1 CH;0H 320 7245 40.6 765.2
[C3H,0] 107-02-8 CH,=CHCHO 765.1 797.0 2
79VAI/HAR 109-94-4 HCO,C,Hs 373 7684 =33 765.3
[CsH,0] 110-62-3 n-C;H,CHO 764.8 796.6 2
8TTAF 7664-41-7 NH; 350 819 —53.1 765.5
/YAUE/BUW Hd-10-0 (CH;3)»0 298 764.5 —0.35 764.0
7TWOL/STA 7664-41-7 NH, 350 819 —53.1 765.5
[C,H0] 115-10-6 (CH;),0 764.5 792 16.5
97EAS/SMI theory 298 17.1
93SZU/MCM 115-11-7 (CH;),C=CH, 600  775.6 ~11.7 764.9 802.1 -8.8 7933 20 -5.0 15.0

53NJIT0NW 40 S3ILINIZAV NOLOHd ANV S3ILIOISYE ASVYHd SYD
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Tastr: 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula) Reg No(M) Base(M) GB(M) PA(M) AS,(M)
Yisquib Reg No(R) Base(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R) APA(MMR)  PAM)  AS,R) AAS(MR) AS,M)
9ISMI/RAD theory 298 792
9ISMIRAD theory 600 794.6
9ISMI/RAD theory 0 787.3
OIMALU/SIE HIs-11-7 (CH),C=CH, 600 775.6 —12.6 764.1 802.1 ~13.4 788.7 20 1.7 217
STTAE 7664-41-7 NH, 350 8I9 —535 764.3
SOTAF/GAL T664-41-7 NH; 350 819 -53.0 764.8
S83TAL 7004-41-7 NH; 350 819 —53.5 764.3
SIBRO/ABR 67-64-1 (CH),CO 320 7821 -16.7 765.2
ROLIA/SHO 115-11-7 (CH),C=CH, 340 7756 —13.4 762.4
TYAUL/BOW 115-10-0 {CH),0 298 7645 0 764.5
77WOIL T6064-41-7 NH, 350 819 —53.5 764.3
76Y AM/KER 7064-41-7 NH, 600 819 —46.4 765.7
ToKEB/YAM 141-78-6 CH,CO,C,H; 600 8047 =322 769.0
TOHAR/LIN 75-07-0 CH,CHO 370 7365 18.4 753.9
75SOL/HAR 75-07-0 CH,CHO 373 736.5 18.8 754.2
[Crols] 104-51-8 n-C3H,C Hs 7642 791.9 16
RTTAF 7664-41-7 NH, 350 819 —52.2 765.7
76Y AM/KER 71432 Colly 600 7254 33.1 7612
THHEH/MCL T064-41-7 NH; 350 819 —52.2 765.7
Gyt 98-82-8 1.CH,C Hy 763.9 7916 16
76YAM/KEB 71-43-2 CH, 600 7254 33.1 761.2
THHEH/MCL 7664-41-7 NH; 350 819 —=51.7 766.2
[CHF] 13453-52-6 CFH 763.8 797.9 —5.8
BSLIA/KAR 115-10-6: (CH;),0; C,HsCN 764-763

107-12-0
[Cl,S) 107-03-9 n-CH,SH 763.6 794.9 4
HTTAT To64 41 7 MNH; 350 219 —54.0 763.6
KITAR2 7664-41-7 NH; 350 819 -57.7 760.8
[C,H O] 430.61.3 CH,COCH,F 7638 795.4 2
SIDRU/MCM 109-94-4 HCO,C,H; 298 7684 ~54 763.0
81DRU/MCM 115-10-6 (CH),0 208 764.5 -04 764.0
[C;HNO;] 555-16-8 4-(NO,)CH,CHO 763.2 795.1 2
87TAF 7664-41-7 NH;, 350 819 —-554 763.2
[C;H:N] 107-12-0 C,H;CN 763.0 794.1 47
9TEAS/SMI theory 298 56
95SMI/RAD theory 298 7943
9IMAU/SIE 75-05-8 CH,;CN 600 748 17.6 765.5 779.2 15.9 795.1 4.3 2.5 6.8
9IMAU/SIE 107-31-3 HCOOCH, 600 7515 10.5 762.1 782.5 13.0 795.5 5 —4.2 0.8
9IMAU/SIE 108-88-3 CHsCH, 600 7563 33 763.0 784.0 1.7 795.7 16 ~14.2 1.8

009
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TaBLE 2. Summary of proton transter thermochemical data for each base M. sorted by gas basicity of M - Continued

{Formula| Reg No(M) Bage(M) GB(M) PA(M) AS (M)

YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(M\R.T) GB(M) PA(R) APA(MR) PA(M) AS(R} AAS (MR) AS,M)

QIMARYSIE 115-10-6 (CH,),0 600 792 2.9 794.9

BTTAF 7664-41-7 NH; 350 819 ~55.4 763.1

ROLIA/SHO HIS-11-7 (CH,),C=CH, 340 7756 —14.2 762.0

TIAUL/BOW 113-10-0 (CH3);0 298 764.5 -2.9 761.5

TOSTA/KLE 7664-41-7 NH, 320 819 —50.2 768.6

1C,H,0] 67-63-0 i-C;H,0H 762.6 793.0 7

TOLAU 7664-41-7 NH; 650 819 —53.0 761.3

TETAFITAA 67-56-1 CH,OH 350 7245 389 7635

[CoHy,] 103-65-1 n-C;H,C¢Hs 7624 790.1 16

8TTAF 7664-41-7 NH. 350 819 —54.0 763.9

TOYAM/KEB 71-43-2 CoHg 600 7254 31.4 759.5

7HHEH/MC] 115-11-7 (CH;),C=CH, 350 7756 —124 763.5

10, H,,0] 7R.82.1 i-CH,OH 762.2 793.7 3

TSTAFITAA 67-56-1 CH;OH 320 7245 35.6 760.2

TETAEITAA 67-64-1 (CH,),CO 320 7821 —18.0 764.3

[ CHS0, ] 1124-18-1 CeHLCD, 762 789.7 16

TIAUS/LIA See Refs. 340 762

[ CH,C1) 95-49-8 2-Cl-toluene 761.1 790.5 10

RTFERJEN 352-70-5 3-F-toluene 478 756.0 5.1 761.1 7854 23 808.4

RIMAS/BOI 108-88-3 C¢HsCH; 369 7563 —155 7412

[ C4H30) 123-72-8 n-C;H,CHO 760.8 792.7 2

BTTAF 7664-41-7 NH; 350 819 -57.7 760.9

SOLIA/SHO 115-11-7 (CH;),C=CH, 340 7756 ~-15.5 760.8

T9AUEBOW 115-10-6 {CH;,0 298 764.5 1.0 765.4

TTWOL/STA 7664-41-7 NH; 350 819 —57.7 760.9

[CH,F3N] 368-77-4 3-(CF;)-C¢H,;-CN 760.8 791.4 6
123-38-6 C,H;CHO 338 7540 6.4 760.2

94DEC/EXN2 123-72-8 n-C;H,CHO 338 760.8 0.7 761.3

[CyH ] 100-41-4 C,H;sCHs 760.3 788.0 16

8TTAF 7664-41-7 NH; 350 819 —58.1 759.8

79LAU 7664»4 1-7 NH; 650 819 -50.3 760.8

TTWOL/STA 7664-41-7 NH; 350 819 —58.1 759.8

ToLAU/KEB T1-43-2 CeHyg, 600 1254 3U.5 758.7

T4HEH/MCI 7664-41-7 NH; 350 819 —58.1 759.6

[cs] 2944-05-0 cs 760 791.5 13

9TEAS/SMI theory 298 33

93SMIRAD theory 0 789.9

SITNIOITON 40 SILINIAHAVY NOLOHd ANV S31LIDISVE IASVHd SV
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TaBLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula]) Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APA(MR) PA(M) AS,(R) AASP(M,R) AS,(M)
9ISMI/RAD theory 298 795.6
9ISMI/RAD theory 600 799.1
92CUR/NOB theory 298 785
83SMIZADA See Refs, 300 756.0
{SJAS/ISTE theory 787.4
S3BOT/SEB theory 0 793
TEMCA 74.96-4: C,HBr; C4H, 670-723

115-07-1
[ CyllgFeO] 12080-06-7 (CsHs)Fe(CO),CH, 759.5 792.0 0
SISTE/BEA 7664-41-7 NH;3 320 819 -59.4 759.5
[C,HsCL0,] 515-84-4 CC1L,CO0C,H; 759.4 790.4 5
STTAF 7664-41-7 NH; 350 819 =590 759.4
[C,H,,0] 71-36-3 n-C,H,0H 758.9 789.2 7
8TTAF T604-41-7 NH;, 350 819 —59.5 758.8
RITAI2 7664-41-7 NH, 350 819 -59.9 758.4
TEPAU/KIM T663-41-7 NH; 320 819 —=34.83 763.9
[C,118] 75.08-1 C,HSH 758.4 789.6 4
8TTAF 7664-41-7 NH; 350 819 —61.3 757.2
83TAF2 7664-41-7 NH; 350 819 ~63.2 755.3
S0LIA/SHO 115-11-7 (CH3),C=CH, 340 775.6 —16.7 759.5
[C4HLF N] 455-18-5 4-(CF3)-C¢H,-CN 7583 7872 1.8
G4DEC/EXN2 123-38-6 C,H;CHO 338 7540 5 758.6
Y4DEC/EXN2 123-72-8 n-C;H,CHO 338  760.8 -2.5 7579
[CH,] 106-99-0 CH,=CHCH=CH, 757.6 783.4 22
87LIA/AUS 75-05-08 CH;CN 340 748 9.2 756.5
87LIA/AUS 107-31-3 HCOOCH, 340 7515 38 754.6
79AUE/BOW 115-10-6 {CH,),0 208  764.5 —-29 761.5
[CsHNLOL] 32683-48-0 1-methyl-3,5-dinitropyrazole 757.0 788.8 2
92ABB/CAB 123-38-6 C,H;CHO 333 7540 34 757.4
92ABB/CAB 108-88-3 CgHsCH; 333 7563 -05 756.2
92ABB/CAB 100-41-4 C,H{CeHs 333 7603 -35 7573
[P} 17730-147-8 PN 757.0 789.4 0
9DADA/MIC 7803-51;5 2 PH;; C,HCN 300 751-763

107-12-0
[CeH0] 6921-27-3 (HCCCH,),0 756.5 783.9 v
87TAF 7664-41-7 NH; 350 819 —61.3 756.5

S3TAF2 7664-41.7 NH, 350 819 —~613 756.5
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TasLr 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M- -Continued

[Formuta] Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APA(M,R) PA(M) AS,(R) AASW(M,R] AS (M)
[CoH,] 108-88-3 C,HsCH, 756.3 784.0 16
DTEAS/SMI theory 298 11.5
93ISZUMCM 462-06-6 C HsF 600 726.6 30.1 755.0 755.9 25.5 781.4 10.5 75 18.0
93SZUMCM 78-82-0 i-C3H,CN 600 7728 —15.1 754.7 803.6 —~25.6 777.1 57 18.0 23.7
QIMAU/SIE 71-43-2 CoH, 600  725.4 29.7 757.8 7504 34.7 785.1 25 -84 16.6
9IMAU/SIE 75-05-8 CH,CN 600 748 12.1 756.6 779.2 6.7 785.9 4.3 9.2 13.5
STTAF 7664-41-7 NH; 350 819 —62.2 755.6
RAISTO/SPL 10%-8%-3 C,H,CH, 178 7563 0 756.3
S2MAS/BON 108-88-3 C(HsCH; 369 756.3 0 756.3
ROMALU 7664-41-7 NH; 550 819 —46.0 7674
TOLAL 7604-41-7 NH, 650 819 —54.8 756.3
TIAUS/LIA See Refs. 340 762
TOLAU/KEB 71-43-2 CeH,, 600 7254 264 754.5
TODEV/WOL T1-43-2 CgqHg 350 7254 30.2 756.1
T4HEH/MC] 7664-41-7 NH, 350 819 —62.7 755.2
T2CHOMNRA2 74-93-1 CHSH 340 742 6.6 748.1
[CH,01 71-23-8 n-C;H,OH 756.1 786.5 7
8TTAF 7664-41-7 NH; 350 819 —62.2 756.1
RIBRO/ABB 67-04-1 (CH4),CO 320 7821 -24.7 7515
TOAUE/BOW 115-10-6 (CH;),0 298 764.5 -9.8 754.7
TETAFTAA 67-64-1 (CH;),CO 320 7821 -24.7 751.5
TETAF/TAA 67-56-1 CH:OH 320 7245 789 7534
[CsH,F] 352-70-5 3-F-toluene 756.0 7854 10
87FER/EN 352-70-5 3-F-toluene 478 756.0 0 756.0 785.4 0 785.4
82STO/SPL 108-88-3 Ce¢HsCH; 478 7563 -0.8 756.5
82MAS/BOH 108-88-3 C4HsCH, 369 7563 -13 755.4
[C,H,CH] 108-41-8 3-Cl-toluene 754.5 7839 10
87FER/JEN 352-70-5 3-F-toluene 478 756.0 -04 755.6 785.4 3 788.4
82MAS/BOH 108-88-3 C¢HsCH; 369  756.3 -33 753.3
[C4H;] #1452 CH;CH=CHCH,* 754.4 785.1 6
87LIAJAUS 64-19-7; 71- CH;COOH; n-C3H,0H 340 753-756

23-8
[C3HsNS] 35120-10-6 CH;SCH,CN 754.1 784.8 6
R7TAF 7664-41-7 NH, 350 819 —65.0 753.4
87MAR/GAL 75-05-8 CH;CN 320 748 5.8 753.8
87MAR/GAL 75-08-1 C,HsSH 320 7584 —3.8 754.5
87TMAR/GAL 123-38-6 C,H,CHO 320 754.0 1 754.9
[C3H 0] 123-38-6 C,H;CHO 754.0 786.0 1.5
87TAF 7664-41-7 NH,4 350 819 —65.9 752.7

S3TNOITON 40 S3ILINIIAV NOLOHd ANV S3ILIDISVE ISVHd SVD
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TaBLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

09

[Formula| Base(M) GB(M) PA(M) AS,(M)

YrSquih Base(R) T(K) GB(R) AGB(MR.,T) GB(M) PA(M) AS,R) AAS,(MR) AS,(M)

SOLIA/SHO {CH,),C=CH, 340 775.6 ~23.4 752.9

TOAUEBOW {CH;),0 298 7645 -9.8 754.7

TIWOLISTA NH. 350 819 —659 7527

TOYAMKLER NH; 650 819 —60.8 755.5

7SSOL/HAR CH,CHO 370 736.5 10.5 747.0

OSREF/CHU threshold value 298 792

[€HN] CH,=CHCN 7537 784.7 4.9

YTEAS/SMI theory 298 49

VASMURAD theory 600 787.3

9ISMPRAD theoory 298 784.7

QISMI/RAD theory 0 779.4

OINALUSIE {CH N0 600 764 5 —~17.2 7508 7778 16.5 —50 s

OIMAU/SIE HCOOCH, 600 751.5 0.8 752.4 7829 5 04 54 m

QIMAUISIE CHsCH,4 600 756.3 —8.4 751.2 784.4 16 -14.6 14 -

YIMAU/SIE CHLCN 600 748 4.6 752.4 7817 43 33 7.6 i

RTTAF NH, 350 819 —66.4 752.1 r

TOSTA/KLE NH, 320 819 —60.7 758.1 E
. . z

[CyH,) Cyclobutene 753.6 784.4 58 -

T9AUE/BOW NH,; 298 819 —654 753.6 g
. . >

10,0 (CDy),0 753.0 780.4 17 Z

76HAR/LIn CH;CHO 370 7365 176 753.0 o

[

[CLILE,N] (CF;);CNH, 7529 783.7 56 fo)

R7TAF NH; 350 819 —62.7 755.7 |_

BOAUE/WEB -C,H,0 298 7453 59 751.1 ;

TOAUE/BOW {CH;),0 298  764.5 —12.2 752.3 »

[C,1,0,] CH;COOH 752.8 7837 5

YUFEL/KIM theory 300 323

8TTAF NH, 350 819 —67.7 750.7

TTWOL/STA NH, 350 819 —67.7 750.7

TOY AM/KED NH; 650 819 60.3 754.7

[CoH,Br] 3-Br-tolucne 752.5 782.0 10

82MAS/DONT CoHL\CH; 369 7563 —-4.2 7525

[BsHy) BH, 752.4 784.9 0

72SOL/POR CHe: (CH,CO ~373 723-782

[CsHAs] Arsabenzene 7524 784.8 0

85HOD/BEA CH.CN 320 748 3.8 751.9

8SHOD/BEA HCOOCH, 320 7515 13 7529
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Tapii: 2. Summary ol proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

{Formula} Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R) APA(M,R) PA(M) AS,(R) AAS(MR) AS (M)
[Collyol 110-83-8 ¢-CeHyy 752.0 784.5 0
BOLIA/SHO 115-11-7 (CH;),C=CH, 340 7756 —243 752.1
623-26-7 1,4-(CH),-CHy 751.8 779.0 17.5
75-05-8 CH,CN 338 748 24 749.9
123-38-0 C,HsCHO 338 7540 0.4 753.8
|CIINO ] 4452-08-8 NCCHCO 751.5 784 0
QAFLAMMAY theory 784
[CA1L0,] 107313 HCOOCH, 751.8 782.5
YTEAS/SMI theory 298 5.1
OSSMI/RAD theory 298 782.2
93SZUMCM 67-04-1 (CH;3),CO 600  782.1 —32.6 750.6 812 —234 788.6 8.7 —15.1 —6.4
QIMALYSHE 75-05-8 CH,CN 600 748 59 753.6 779.2 25 781.7 4.3 54 9.7
STUAE 7604-41-7 NH; 350 819 —67.3 751.2
S8OKNY/IFRE 75-07-0 CH;CHO 303 7365 8.4 7449
82STO/SPL 108-88-3 CoHsCH; 478 756.3 —5.4 752.8
KOLIA/SHO 115-11-7 {CH;),C=CH, 340 7756 -25.1 751.1
LA 7664-41-7 NH; 650 819 —61.2 753.8
TIWOLISTA TO64-41-7 NH; 350 819 -67.3 751.2
TOHAR/LIN 75-07-0 CH;CHO 370 7365 84 744.6
| Ru] 7440-18-8 Ru 7514 774 33
SIMAN/HAL See Refs. 774%12
[H,P] 7803-51-2 PH; 750.9 785 —5.6
HTEAS/SMI theory 298 —6.7
93SMI/RAD theory 600 788.9
9ISMI/RAD theory 0 778.9
9ISMI/RAD theory 298 784.8
RITAF 76064-41-7 NH; 350 819 =732 745.7
87POP/CUR theory 298 785.3
8ITAF T664-41-7 NH; 350 819 -723 746.7
SOLTA/SHO HS-11-7 (CH,),C=CH, 340 775.6 -31.0 745.7
IYAUE/BOW 115-10-6 (CH;3)0 298 164.5 —=15.1 71493
78COR/BEA 7783-54-2; NF;; (CFy).CO 539-640
684-16-2
TTWOL/STA 115-11-7 (CH,),C=CH, 350 7756 -31.1 745.8
TTWOL/STA T664-41-7 NH; 350 819 -72.3 746.7
{CsHA1] 615-37-2 2-J-toluene 750.8 780.3 10
82MAS/BOH 108-88-3 CoHsCH; 369 756.3 =59 750.8
[CH N0, 619-24-9 3-NO,-CH;-CN 750.7 7814 6

STINOITON 40 SILLINIAHY NOLOHd ANV S3LLIOISYE ASYHd SVO
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TasLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula} Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(M\R,T) GB(M) PA(R) APA(M\R) PA(M) AS,R) AAS(MR) AS,(M)
123-38-6 C,H;CHO 338 7540 -2.1 751.7
75-05-8 CH;CN 338 748 1.8 749.7
1OSi]) 10097-28-6:a Si0 at O 750.4 777.8 17
93 .LIC/CUR theory 298 799
S9FOXIWLO 75-05-8; 64- CH,CN; CH,COOH 295 748-753
19-7
RSBOT/ROS 298 814=+5
626-17-5 1,3-(CN),~CeH, 7504 779.3 11.8
75-05-8 CH,CN 338 748 1.9 749.6
123-38-0 C,lIsCHO 33e 754.0 -2 751.2
[CaH,]) 590-19-2 CH,=C=CHCH; 749.8 778.9 11
RTLIA/AUS 75-05-8: CH,CN; HCOOCH;, 340 748-752
107-31-3
[CHLN] 75-05-8 CH,CN 748 779.2 43
9TEAS/SMI theory 298 43
9ISMI/RAD theory 600 783.3
OISMIZRAD theory 0 77154
YISMI/RAD theory 298 780.1
QIMAU/SIE 75-07-0 CH;CHO 600  736.5 10.5 746.1 768.5 12.1 780.6 1.5 -25 -1.0
8TTAF 7664-41-7 NH, 350 819 -70.9 741.5
86MAR/TOP 74-90-8 HCN 300 681.6 65.7 7473
B6KNI/FRE 75-07-0 CH;,CHO 303 7365 75 744.0
SIBEA/LEYTE See Refs. 765
KOLIA/SHO 115-11-7 (CH,),C=CH, 340 775.6 —289 747.4
TOLAU 7664-41-7 NH; 650 819 —65.7 749.5
TOAUE/BOW 115-10-6 (CH3),0 298 764.5 -12.2 752.3
TTIWOL/STA 7664-41-7 NH; 350 819 -70.9 7475
[C;H40] 100-51-6 C4HsCH,OH 748.0 778.3 7
TTAF/TAA 67-56-1 CH;0H 350 7245 23.3 748.0
{CTe,] 12192-34-6 CTe, 747.8 771 31
85JAS/STE theory 771
[CH,] 15157-95-6 CH,=C(CH;)CH;* 747.3 778 6
89HOL/LOS 298 T8
87LIA/AUS 79-24-3; C,HsNO; 4-FCH,CH;, 340 733-736
352-32-9
[C,0] 12071-23-7 cco 7471.0 774.7 16
3MAC/SUD theory 298 7747

909
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Fari 2. Summary of proton transfer thermochemical data for each base M. sorted by gas basicity of M—Caontinued

| Formula) Reg No(M) Base(M) - GB(M) PA(M) AS (M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(M\R.T) GB(M) PA(R) APA(MR) PA(M) AS,(R) AAS(MR) AS, M)
[CH,0] 64-17-5 C,H;0H 746 776.4 7
O2PAR/FER 71-43-2 CH, 550 7254 11.4 7413 7504 24 774.4 25 =23 2
YIPAK/IFEK 73-07-0 CH;CHO 3530 736.5 3.3 740.5
92DOT/ARA 75-07-0 CH;CHO 298 7365 6.3 7428
QOFEL/KIM theory 300 810
8TTAF 7664-41-7 NH, 350 819 —723 746.0
BITAF 7664-41-7 NH; 350 819 -72.3 746.0
THLAU 7664-41-7 NH; 650 819 —66.6 7477
TOAUL/MDBOW T1S-10-G (CI13),0 298 764.5 15.1 749.3
T8TAFTAA 07-56-1 CH;0H 350 7245 220 746.6
TETAFITAA 67-64-1 (CH,),CO 350 7821 —389 743.3
TIWOL/STA To64-41-7 NH; 350 819 =723 746.0
TOHAR/LIN 75-07-0 CH;CHO 370 7365 54 741.5
€, 1,0,Re] 14524.02.6 (CO),ReCH, 745.9 7749 11.5
8ISTE/BEA T064-41-7 NH, 320 819 -72.8 745.8
{Catly] 463-49-0 H,C=C=CH, 745.8 7753 10
AUS/LIA 75-07-0; 74- CH;CHO; CH;SH 736-742
93-1
TIROS/DRA threshold value 775.3
[C;H;Br] 106-38-7 4-Br-toluene 745.8 7753 10
S2MAS/BOH 108-88-3 CoHsCH; 369 7563 -10.9 745.8
[ C5H,Br] 95-46-5 2-Br-toluene 745.8 775.3 10
82MAS/BOH 108-88-3 C.H:CH, 369 756.3 -10.9 745.8
(Rh] 7440-16-6 Rh 745.4 768 33
84MAN/HAL See Refs. 768+12
[C,1,0] 75-21-8 c¢-CH,0 745.3 7742 12
87TAF 7664-41-7 NH; 350 819 =75.1 743.0
- BOAUE/WEB 75-05-8 CH;CN 298 748 =25 747.0
SOAUE/WEB 64-17-5 C,H;OH 298 746 -1.3 7458
[C4H,q] 503-17-3 CH;-CC-CH; 745.1 775.8 58
87LIA/AUS 107-31-3 HCOOCH, 340 7515 ~6.7 744.8
87LIA/AUS 75-05-8 CH,CN 340 748 -25 745.4
/9AULE/BOW 67-50-1 CH;UH 298 724.5 9.3 733.8
{CH N,0,] 619-72-7 4-NO,-C¢H4-CN 745.1 7157 6
94DEC/EXN2 123-38-6 C;H;CHO 338 754.0 -6.9 746.9
94DEC/EXN2 75-07-0 CH,CHO 338 7365 6.3 742.6
94DEC/EXN2 75-05-8 CH,CN 338 748 -23 745.6

SITINIOIION 40 SALLINISV NOLOHd ANV S3ILIDISYE ISVHd SYD
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TABLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PAM) AS,(M)
YrSquib Reg No(R} Base(R) T(K) GB(R) AGB(M,R,T) GB(M) PA(R) APA(M,R) PA(M) ASP(R) AAS,(M,R} ASF(M)
[CoH,E] 95-52-3 2-F-toluene 743.8 7733 10
8ISTOMSPL 108 ¥8 3 CH,CH, 178 756.3 —13.4 711.0
82MAS/BOH 108-88-3 CoHCH; 369 7563 —13.0 743.7
[HOSI) 71132-80-4:a SiOH at Si 742.8 775.3 0
92LUC/CUR theory 298 7753
1CMLCINY 542-76-7 CI(CH,),CN 7424 773.1 6
KTTAL Tob4-41-7 NH, 350 819 ~76.0 7424
T6STA/KLE 7664-41-7 NH; 320 819 ~68.6 750.1
[ C,HFS) 125413-85-6 F(CH,)$i=CH, 742.2 771.1 12
9OALL/MCM 75-07-0; 75- CH,CHO:; CH,CN 736-748

05-8
[H,N] 15194-15-7 NH; 742.0 7734 34
R2DEEMAEH 74-93-1 CH.SH 350 742 0 742.0
[CH,S] 74-93-1 CH,SH 742 773.4 3.5
YTEAS/SMI theory 298 3.6
93ISMI/RAD theory 600 780.1
9ISMI/RAD theory 0 770.6
9ISMI/RAD theory 298 776.4
NCURNOB theory 298 776.6
QIMALYSIE 71-43-2 CcH, 600 7254 2.1 744.0 750.4 222 772.6 25 —16.7 8.3
STTAF T7664-41-7 NH, 350 819 ~71.3 7412
KOLIA/SHO 1i5-11-7 (CH;),C=CH, 340 775.6 -33.1 743.2
TIWOL/STA 7664-41-7 NH, 350 819 —76.0 742.5
TOHAR/LIN 75-07-0 CH,CHO 370 736.5 L7 738.0
75SOL/HAR See Refs. 370 749.4
{C,H,0] 4400-01-5 *CH,CHO 7415 74 0
ROHOLALOS 298 774
[C,H He] 593.74-8 (CHy),Hg 7408 7716 58
B0STO/CAM 71-43-2; CeHy: CeHsCHy 725-756

108-88-3
[car) 1691-88-9 CFCi 740.0 772.4 0
RSLIA/KAR 352-32:9; 4-FCH,CHy: 2-FCH,CH, 736-744

95-52-3
[CHN] 6914-07-4 HNC 739.8 772.3 0
97EAS/SMI theory 298 0.1
95SMI/RAD theory 298 772.3

809
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Taslk 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APA(MR) PA(M) ASH(R) AASMR) AS, (M)
R2PAU/MEH 123-38-0; C:HsCHO; CyHSH 754-758

75-08-1
(€¢I, 76-03-9 CClRECOOH 739.1 770.0 5
T6YAM/KEB 7664-41-7 NH; 600 819 ~76.6 739.0
[CoMa0, ] 13939-06-5 (COYMo 738.1 762.6 26.4
RISTE/BEA T604-41-7 NH; 320 819 —80.3 738.0
[CoM130,] #1498 -CHcooH 737.5 770 (1]
ROHOL/AL.OS 298 770
1C,11,0) 75-07-0 CH,CHO 7365 768.5 1.5
YTEAS/SMI theory 298 1.5
9SBOG/NES appearance 298 767.8
GIRUS/BLR appearance 208 768.5
Y3ISMI/RAD theory 0 764.5
YISMI/RAD theory 298 770.2
QASMI/RAD theory 600 7739
BITAE 7664-41-7 NH; 350 819 —824 736.2
SOTAF/GAL 7663-41-7 NH; 350 819 —84.9 733.7
S86KNI/FRE 75-07-0 CH.CHO 303 7365 0 7365
TILAU 7664-41-7 NH, 650 819 -73.0 7433
T9AUE/BOW 115-10-6 (CH3),0 298 764.5 -22.0 742.5
TIWOL/STA 7604-41-7 NH; 350 819 —-80.5 738.1
T6HARALIN 75-07-0 CH;CHO 370 7365 0 736.5
75SOL/HAR 75-07-0 CH;CHO 370 736.5 0 736.5
O68REF/CHU threshold value 298 7724
{C3HRCLO] 918-00-3 CCl;COCH, 736.3 768.3 1.5
8TTAF 7664-41-7 NH; 350 819 —824 736.2
[Cl 12075-35-3 C; 736.3 767.0 58
83RAK/BOH 67-56-1; 75- CH;0H: CH;CN 725-748

05-8
[C,H,F] 352-32-9 4-CH;-CiH F 736.1 763.8 16
92PAR/FER 71-43-2 C¢Hg 390 7254 6.0 7322 750.4 20 770.4 25 -36 —11
87FER/JEN 108-88-3 C¢HsCH; 478 7563 —8.4 7479
8258TO/SPL 108-88-3 C¢HsCH, 478 7563 -16.7 739.5
$2MAS/BOH 1U8-5%-3 CoHsUH; 369 1563 -19.7 736.6
[C,H:BrO] 540-51-2 BrCH,CH,0H 7357 766.1 7
93IHEC/DEK 71-43-2; 64- CoHq: CH;OH 725-746

17-5

SITNIITOW 40 STILINIZHAY NOLOHd ANV S3ILIDISYE 3SYHd SVO
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TaBLE 2. Summary of proton transter thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula) Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR,T)  GB(M) PA(R) APA(MR) PAM)  AS(R) AAS,(MR) AS,(M)
[C;H:C10] 107-07-3 CICH,CH,OH 7357 766.1 7
YIHEC/DEK T1-43-2; 64- C¢H,: C;H;OH 725-746

17-5
[CH;MnO;] 13601-24-6 (CO)sMnCH; 7354 764.4 1.5
BISTE/BEA 76064-41-7 NH; 320 819 —83.3 7354
TUSTE/BEA 115-07-1; CH;CHCH,; CH,;CHO 723-736

75-07-0
(3 P10} 1V0-43-4 4-Cl-toluene 735.2 762.9 160
9IPAR/FER 352-32-9 4-CH-CH,F 390 736.1 -0.38 735.3 763.8 39 767.7 16 -12 4
GIPAR/FER 71-43-2 C¢Hy 380 7254 6.3 7324 750.4 15 765.4 25 -23 2
BTFERAEN A32-70-3 3-F-wluene 369 756.0 13.5 742.1
R2IMAS/BOH 108-88-3 CHsCH; 369 756.3 - 184 7379
[CH,¥,;0] 461-24-5 C,H;OCH,CF; 735.0 762.4 17
BTTA¥ T664-41-7 NH; 350 819 —82.8 735.0
S83TAL2 T664-41-7 NH; 350 819 —81.0 736.8
[CH,Se] 6596-50-5 H,C=S8e 734.9 764.0 1
8SKAR 79-24-3. 75- C,HsNO,; CH,;CHO 733-736

a7-0
K5JAS/STEE theory 781
[CH;FO,] 144-49-0 CH,FCOOH 734.5 765.4 5
76Y AM/KEB 7664-41-7 NH, 600 819 —81.2 734.4
1C,HLCI0,) 79-11-8 CH,CICOOH 7345 765.4 5
T6Y AM/KER 7664-41-7 NH; 600  BI9 ~-81.2 734.4
[CHLF081 41879-94-1 CF;COSCH, 734.3 765.2 5
87TAF 7664-41-7 NH; 350 819 —84.2 7342
[CsHyl 142-29-0 c-CsHy 733.8 766.3 0
HOU/BEA threshold value 768.2
80LIA/SHO 75-07-0 CH;CHO 350 7365 -38 732.8
80OLIA/SHO 79-24-3 C,HsNO, 350 7332 1.7 7349
76SOL/FIE See Refs. 300 762.1
[C3H5C10,] 541-41-3 CICOOC;H; 733.8 764.8 5
8TTAF 7664-41-7 NH; 350 819 —84.7 733.8
[CeHyF30,] 367-64-6 CF;CO0,(n-C;Hy) 733.8 764.8 5
87TAF 7664-41-7 NH, 350 819 —84.7 733.8
7TTWOL/STA 7664-41-7 NH; 350 819 —83.3 735.1

019
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Tasre 2. Sununary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS,,(M)
YrSquib Reg NotR) Base(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R) APA(M,R) PA(M) AS,(R) AAS,(MR) AS,(M)
[C,0,W] 14040-11-0 (COYW 7334 758.0 26.4
SISTE/BEA 76064-41-7 NH, 320 819 —849 733.4
[CHNO,] 79-24-3 C,HNO, 733.2 765.7 0
BOLIA/SHO 115-11-7 (CH;),C=CH, 340 7756 —43.1 7333
[CsFN) 700-16-3 Pentafluoropyridine 733.0 764.9 2
8TTAF 7664-41-7 NH; 350 819 —85.6 733.0
1 Cat,1,0] 453-14-5 CFH,COCKH, 733.0 762.8 9
SIDRU/MCM 75-07-0 CH;CHO 298 7365 -4.2 7323
SIDRUMCM 74-93-1 CH,SH 298 742 -84 7336
[ €K 0, 383-66-4 CF,COy(n-C;Hy) 7329 763.9 5
STTAF 7664-41-7 NH, 350 819 —85.6 7329
TTWOL/STA 7664-41-7 NH; 350 819 —84.2 734.2
[CF,;] 2154-59-8 CF, 7325 765 0
DIPAUSQU threshold value 298 765
S8SLIA/KAR T783-07-5; H,Se; CHL(CN), 676-694

t09-77-3
TTLIA/AUS Bracketing 686
TSVOG/BEA 74-90-8; 50- HCN; CH,0 682-683

00-0
[C,H,NO] 624-83-9 CH,NCO 7320 764.4 0
BSKAR/STE 3836313 CF,CO0C,Hs; 4-FC,H,CH, 728-736

352-32-9
[HNO;] 7697-37-2 HNO,; 731.5 751.4 42
GHCAC/ATE 598-58-3 CH;0NO, 298 714.8 733.6 16.7 750.3
YASUN/SQU See Refs. 298 744%10
PALEERIC theory 298 76417
YOCAC/ATT 7732-18-5: H,0; CF,CH,OH 303 660-670

75-89-8
[Fel 7439-89-6 Fe 7311 754 12
36ELLK/ARM3 See Refs 754+8
S4HAL/KLE Sec Refs. 796*21
[B:H,] 65930-58-7 B.H, 731.0 763.4 0
T8WAN/DES 71-43-2; 75- CyHg: CH3;CHO 725-736

07-0
[CH,S] 865-36-1 H,C=$ 730.5 759.7 11
97EAS/SMI theory 298 10.8

S31NO3TON 40 S3AILINIAEY NOLOHd ANV S3LLIOISVE ASVHd SVO
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TasLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula| Reg No(M) Base(M) GB(M) PA(M) AS, (M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APA(M,R) PA(M) AS;,(R) AASP(M,R) ASp(M)
YISMI/RAD theory 600 772.2
93SMI/RAD theory 0 762.8
U3SMERAD theory 298 768.7
SSKAR 383-63-1: CH,CO,C,Hs: C:HsNO, 728-733

79-24-3
BSIAS/STE theory 776.6
B2ROY/MCM 383-03-1: CF,C0O,CyHs: CH,CHO 728-736

75-07-0
[CHBY,) #1524 CH0-B=0 730.6 763.0 0
STHET/COL. 67-56-1; 75- CH,;OH; CH;CHO 725-736

07-0
{BHO,]| 13460-50-9 HO-B=0 730.5 763.0 0
DATT/CAC 67-56-1; 75- CH,;0H; CH,CHO 208 725-736

07-0
[C3H;0,] 109-86-4 CH;OCH,CH,0H 729.8 768.8 -22
9ISZUMCM 115-11-7 (CH;),C=CH, 600 775.6 14.2 802.4 802.1 339 836.0 20 —335 ~135
TSTAFTAA 67-56-1 CH:OH 320 7245 4.6 729.8
[CHLOS] 75-75-2 CH;SO;H 7289 761.3 0
9IPET/FOR 67-56-1: 79- CH,OH: C;HsNO, 725-733

24-3
1 CHF,0,] 383-63-1 CF;CO,C,Hs 727.9 758.8 5
RTTAF 7664-41-7 NH; 350 819 —90.6 721.8
TTIWOL/ISTA 7664-41-7 NH, 350 819 —89.2 729.2
| C3H,NL04] 38858-89-8 3,5-dinitropyrazole 7215 759.4 2
92ABB/CAB 71-43-2 CeHe 333 7254 0.4 726.6
92ABB/CAB 07-56-1 CH;OH 333 7245 37 7285
[C:HNO] 1738-36-9 CH;OCH,CN 727.4 758.1 6
87TMAR/GAL 383-63-1 CF,CO,C,Hs 320 7279 -04 7274
[CeHsF] 462-06-6 CeHsF 726.6 7559 10.5
93SZU/MCM 71-43-2 CoHe 600 7254 -29 726.8 750.4 5.4 755.9 25 -14.2 10.8
92PAR/FER 71-43-2 CeHy 550 7254 ~24 726.6 750.4 5.8 756.2 25 —14.9 10.1
9IMAU/SIE CH;0H 600 7245 29 721.0 754.3 0.8 755.1 9 33 123
91IMAU/SIE CoHy 600 7254 —4.2 725.6 750.4 5.0 755.4 25 —155 9.5
81BOH/STO CeHy 334 7254 0.8 726.7 750.4 59 756.3 25 —~15 10
79LAU NH; 650 819 —87.0 726.1
78HAR/LIA CeHg 400 7254 -0.8 726.0
76LAU/KEB CeHe 600 7254 -33 726.4

ci9
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TasrLe 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued
y ol pi & y

| Formula] Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg No(R) - Base(R) T(K) GB(R) AGB(M\R.T) GB(M) PA(R) APA(M.R) PA(M) AS,(R) AAS,(MR) AS, (M)
[ CHRO,] 461-64-3 FCO,C,H; 726.0 757.0 5
8TTAF 7664-41-7 NH; 350 819 -92.4 726.0
[CoHgBr| 108-86-1 CollsBr 725.8 754.1 14
SIBOH/STO 71-43-2 CeHg 334 7254 0 7258
|CHNO] 506-85-4 HCNO 725.5 758 0
KROHOP/HOL Apperance 758
[CH,] 71432 Cel, 725.4 750.4 25
YISZUMCM 115-07-1 CH;CH=CH, 600  722.7 14.6 733.5 751.6 6.7 7583 12 13.4 254
9ISZUMCM 1O8-88-3 C,HsCH, 600  756.3 -28.0 725.5 784.0 =335 750.5 16 8.8 24.8
93SZU/MCM 67-56-1 CH;OH 600 724.5 6.7 726.4 754.3 -15 746.8 9 23.0 32,0
VISZUMCM 107-31-3 HCOOCH; 600 751.5 —22.6 722.9 782.5 -33.9 748.6 5 i8.8 238
9ISZU/MCM 67-64-1 (CH,),CO 600 782.1 —53.6 723.7 812 —55.2 756.8 8.7 2.5 1.2
O2PAR/FER 75-07-0 CH;CHO 550 736.5 =75 723.2 768.5 -19 749.5 1.5 21 225
92PAR/FER 67-56-1 CH,0H 550 7245 6.9 727.4 754.3 -3 751.3 9 18 27
IIMAU/SIE 75-07-0 CH,CHO 600 736.5 —109 718.6 768.5 -16.7 751.8 1.5 9.6 11.1
QIMALISIE T5-05-% CH.ON (00 748 —159 725.9 779.2 —27.6 751.6 1.3 19.2 235
VIMAU/SIE . 67-56-1 CH;0H 600 724.5 54 725.2 754.3 1.3 755.6 9 6.7 15.7
RTTAF 7664-41-7 NH; 350 819 —-92.9 724.5
BIVAN/LEA Sce Refs.
8IBOH/STO 71-43-2 CiH, 334 7254 0 7254
SOMAU 7664-41-7 NH,; 550 819 =79.1 7321
ROLIA/SHO TIS-11-7 (CH:),C=CH. 340 7756 —50.6 724 R
TRLAU/SAL 7664-41-7 NH, 600 819 -77.0 732.6
TSHAR/LIA 71-43-2 CoH, 400 7254 0 7254
TIWOL/STA 7664-41-7 NH; 320 819 —84.9 7334
ToLAUKER 71-43-2 CoH, 600  725.4 0 725.4
TODEV/WOL 71-43-2 CH, 320 7254 0 725.4
[H,N,0,] 7782-94-7 H,N-NO, 725.0 7574 0
9IATT/ICAC 67-56-1; 71- CH;0H; CH, 300 725-725

43-2
[C,HsCT] 108-90-7 CHLCI 724.6 753.1 135
81BOH/ISTO 462-06-6 C H;sF 334 7266 -16 724.9 755.9 -25 753.4 10.5 2.8 133
S8IBOH/STO 71-43-2 C.Hq 334 7254 —0.8 725.0 7504 3 753.4 25 =11 14
T9LAU 7664-41-7 NH; 650 819 —879 724.1
T8HAR/LIA 71-43-2 C¢H, 400 7254 -2.1 724.5
76ILAU/KEB 71-43-2 CeH, 600 7254 -42 724.7
[CH,0] 67-66-1 CH;0H 724.5 754.3 9
9TEAS/SMI theory 298 73
93SZU/MCM 1'15-07-1 CH;CH=CH, 600 7227 6.7 730.3 751.6 142 765.8 12 —-12.6 -0.6
93SMI/RAD theory 0 749.1

S3TNIOITON 40 S3HLINI4IV NOLOHd ANV S3ALLIOISVE ASVHd SVD
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TABLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APAM.R) PA(M) ASR) AAS(MR) AS (M)
9ISMI/RAD theory 298 754.3
VISMIRAIY theory 000 757.3
92PAR/FER 75-07-0 CH,;CHO 550 736.5 —133 721.4 768.5 —l6 752.5 1.5 5 6.5
9IMAUYSIE 115-07-1 CH,CH=CH, 600 7227 8.4 732.0 751.6 113 762.9 12 -5.0 70
QOFEL/KIM theory 300 791.2
8TTAL T604-41-7 NH; 350 819 —94.7 723.5
8ITAF 7604-41-7 NH, 350 819 —943 724.0
SOLIA/SHO 1s-11-7 (CH),C=CH, 340 7756 —54.0 722.1
791LLAU 7664-41-7 NH, 650 819 —~89.3 724.3
TIWOLISTA 7604-41-7 NH; 350 819 ~94.3 7239
[C,H:0] 16520-04-0 +CH,OCH; 723.6 756.1 0
9OAUD/IFOS FL5-07- 11 CH,;CH=CH,: CH;0H 723-725

67-56-1
THN;) 7782-79-8 HNNN 723.5 756.0 []
YICACIATT 75-52-5, 71- CH;NO;: C¢H, 298 722-725

43-2
YOCAC/ATT2 598-58-3 CH,;ONO, 714.8
S4BEA/EYE See Refs.
[CyH,] 74-99-7 CH;CCH 723.0 748 25
8IBUR/HOL Appearance 300 748
T6AUE/DAV 7783-06-4 H.S 298 6738 8.8 682.6

115-07-1 CH;CH=CH, 7227 751.6 12

theory 298 17
theory 600 747

9ISMI/RAD theory 0 740.3
9ISMI/RAD theory 29% 744.3
82ROS/BUF threshold value 298 751
BOLIA/SHO 115-11-7 (CH5),C=CH, 340 7756 —58.6 717.4
S0LIA/SHO 115-07-1 CH;CH=CH, 340 7227 0 7227
BOBAE threshold value 298 751.8
T0YAM/KEB 7664-41-7 NH; 650 819 -93.8 7187
T2CHO/FRA 67-56-1 CH;0H 340 7245 -3.1 721.3
[C3H, ] 75-19-4 c-C,Hg 722.2 750.3 149
T2CHO/MFRA 07-50-1 CH;OH 340 724.5 2.1 7222
[CH,F:] 372-18-9 1,3-CeHF, 722 749.7 16
93SZU/MCM 107-31-3 HCOOCH, 600 7515 =272 721.0 782.5 ~343 748.2 5 12.1 17.1
93SZU/MCM 71432 C.H, 600 7254 -59 722.3 750.4 0 750.4 25 -9.6 15.4
T8HAR/LIA 71-43-2 CeHq 400 7254 -1.3 725.1
76YAM/KEB 7664-41-7 NH; 650 819 -92.0 719.1

vi9
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Taste 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—-Continued

|Formula] Reg No(M) Base(M) GB(M) PA(M) ASy(M)
YrSquth Reg No(R) Base(R) TtK) GB(R) AGB(MR.,T) GB(M) PAR) APA(MR) PA(M) AS,(R) AAS(MR) AS (M)
[CClLS| 463-71-8 ClL,CS 721.8 752.5 58
9IABRB/MO 108-90-7 CoHsCl 333 7246 -32 721.7
9IABB/MO 75-19-4 ¢-CiH, 333 7222 -0.6 7219
[CH3NO, | 75-52-5 CH;NO, 721.6 754.6 -6
BOLIA/SHO 115-11-7 (CH )y 2 340 7756 -5%.0 7175
SOLIA/SHO 115-07-1 CH,CH H, 340 7227 7174
TEMAC/BON 115-07-1 CH;CH=CH, 297 7227 2.5 7252
TRMAC/BOH 67-56-1 CH;OH 297 7245 -0.7 7238
JTOMU AP 67-30-1 CH;OH 300 7245 ~0 724.5
[C1] 2122-48-7 720.8 7533 0
DIDOT/IRA 383-63-1 298 7279 -59 7220
9DIDOT/IRA 107-14-2 298 715.1 4.6 719.6
S8LIA/BAR 767
{C3HN] 1070-71-9 HCC-CN 720.5 751.2 6
B7IDEA/MAL 108-90-7 CHsCl 500 7246 -63 7199
B7DEA/MAU 75-07-0 CH;;CHO 300 730.3 —10.7 718.9
RTDEA/NMALU 75-52-5 CH;iNO, 500 7216 -04 719.7
8TDEA/MAT 67-56-1 CH;OH 500 7245 —5.0 720.1
STDEA/MAU 431-47-0 CF;COOCH; 500 709.6 2.9 712.3
BSKNI/EFRE 75-52-5 CH;NO, 300 7216 08 7224
SSKNIFRE 506-68-3 BrCN 300 719.2 39 7231
$IRAK/BOH 75-52.5; 75- CII3NO,; CIILCN 722-748
05-8
[Cylly] 624-64-6 E-CH;CH=CHCH, 719.9 747 18
81TRA threshold value 298 747
SOLIA/SHO 115-11-7 (CH,),C=CH, 340 7756 —59.0 716.7
SOLIA/SHO 115-07-1 CH;CH=CH, 340 7227 718.0
[C,H,] 2669-89-8 C,H; 719.8 755.2 -10
Q2PET/IRA 107 14°2; CCIH,CN; C1L;0H 208 715-725
67-56-1
SODEE/MCE 431-47-0; CF,COOCHj,, CH,OH 710-725
67-56-1
[Co] 7440-48-4 Co 719.8 742.7 32
BOELK/ARM4 See Refs 742716
[CeH F ] 2367-82-0 1,2,3,5-C¢H,F, 719.6 7473 16
T8HAR/LIA 71-43-2 CoH, 400 7254 —6.7 719.6
{CBeN] 506-68-3 BrCN 719.2 749.8 6
91PET/KNI 75-52-5 CH;NO, 300 7216 -23 719.3

SIATNDIATON 40 S3ILINIAAY NOLOHd NV S3ILIDISVE ISVHd SYH
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Tasrk 2. Sumimnary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GR(M) PA(M) AS,(M)
YrSquib Reg NotR) Base(R) T(K) GB(R) AGB(M,R,T) GB(M) PA(R) APA(MR) PA(M) ASR) AAS(MR) AS (M)
RSKNI/ERE 75-582.5 CH;NO, 300 7216 -26 719.0
TOSTAIKLE Tot-41-7 NH; 320 819 -96.7 7221
{CHNO] 75-13-8 HNCO 718.8 753 -58
SOHOP/HOL. Appearance 753
SIBEAEYE See Refs, 740-753
SOWIG/BEA 50-00-0 H,C=0 320 6833 5.0 688.6
1C L1, 327-54-8 1.2.4.6-C HF, 718.8 746.5 16
TSHAR/LIA 71432 CoHq 400 7254 =75 7188
ICNS] 15941-77-2 NCS 718.5 751 0
Q4RUS/BER2 appearance 751
[CHF,0) 460-43-5 CFyCH,0CH; 718.4 747.6 11
RTITAE 7604-41-7 NH; 350 819 —99.8 7184
| HOSi,] 13597-73-4 H;3SiOSiH; 718.3 749 58
9ICUR/BRA theory 0 749
|C4Hs] 116139-00-5 HCCCH,CH()CCH 716.4 748.9 0
S87KIN/BUR 7732-18-5 HO 660.0 691 579 748.9
| CHLNO] 631-57-2 CH;COCN 716.2 746.9 6
STTAF 7664-41-7 NH; 350 819 -100.7 g
BOMAR/TOP 74-90-8 HCN 300 681.6 33.1 714.7
| C4Ni0,]) 13463-39-3 (CO)Ni 716.0 742.3 20.6
SISTE/BEA 7664-41-7 NH; 320 819 —102.5 716.0
LTS 372-38-3 1,3,5-CH; F; 7154 7419 20

MCM 67-56-1 CH;0H 600 7245 —54 715.8 754.3 —14.2 740.1 9 14.6 23.6
93SZUMCM 71-43-2 CeH, 600 725.4 -12.6 7144 750.4 -6.3 744.1 25 —838 16.2
TILAU T004-41-7 Nily 650 819 923.8 715.9
T8HAR/LIA 71-43-2 CoHg 400 7254 -29 723.0
[C,H,CIN] 107 112 CCIH,CH 715.1 7457 6
PDOTARA 67-56-1 CH;0H 298 7245 —4.8 719.7
SOMAR/TOP 74-90-8 HCN 300 6816 31.8 7134
TIWOL/STA 109-77-3 CH,(CN), 350 694.1 17.6 712.0
[CH3NO;] 598-58-3 CH;0ONO, 714.8 733.6 46
9ISUN/SQU See Refs. 298 732+ 10
93RIC 75-38-7; 67- CF,CH,; CH;0H 298 705-725

56-1

Q2AEE/RIC2 theory 298 740=21

919
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Tanrk 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula]
YrSquib

1CHNO
STIAL
TIWOLISTA

FCHNO,
BOMAR/TOP

[CCr0,]
BISTI/BEA

| C3H4F30,]
B7TTAF
TIWOL/STA

1Py}

Q6ABRB/HER
YOABBAIER
YOABB/HER
Y6ABRB/HER
Y6ABB/HER

INi]
BOELK/ARMA

{H,08i]
9ILUC/CUR
91CUR/BRA

[CH,F,Si]
YOALL/MCM

[Ch,)
9IPET/KNI
QOBOT/KNI
YTIDEA/MAL

[C,HL0]
BOHOL/LOS

[AsH;]
8TTAF
80LIA/SHO
BOLIA/SHO

Reg No(M)
Rep No(R)

623-49-4
7604417
109-77-3

17640-15-2
74-90-8

13007-92-6
T604-41-7

32042-38-9
T664-41-7
109-77-3

12185-10-8
115-20-8
32042-38-9
463-71-8
75-19-4
108-90-7

7440-02-0

14475-38-8

51675-50-4
75-38-7; 75-
52-5

460-12-8
506-68-3

75-52-5;
2367-82-0

4422-54-2

7784-42-1
T664-41-7
115-11-7
115-07-1

Base(M)
Buse(R)

NCCOOC,H;
NH,
CH,(CN),

CH,COOCN
HCN

(CONCr
NH;

HCOOCH,CF;
H,

CH;(CN),

Py
CCl1,CH,OH
HCOOCH,CF,
CI,CS

¢-C;3H,
C(HsCl

Ni
See Refs.
H;SiOH at O

theory
theory

F,Si=CH,
CF,=CHy; CHNO,

HCC-CCH

BrCN

theory

CHINO3; 1,2.3,5-ColIaly

+CH,CH,0H

(CH,),C=CH,
CH;CH=CH,

GB(M)
T(K) GB(R) AGB(MR,T) GB(M)
714.7
350 819 —101.1 7173
350 694.] 17.6 7121
714.7
300  681.6 33.1 714.7
714.6
320 819 —103.8 714.6
714.6
350 819 —100.7 7178
320 694.1 17.1 7114
714.3
333 6989 9.4 708.0
333 7146 —-0.1 714.1
333 7218 —34 718.1
333 7222 -58 716.5
333 7246 -10 714.6
714.1
713.9
298
0
713.4
705-722
712.8
300 7192 —6.4 7128
300
330 722-720
712.5
298
712.0
350 819 ~117.2 702.1
340 7756 -63.2 7137
340 7227 -33 720.3

PA(R)

APA(M.R)

PAM)
PA(M)

745.7

745.7

7392

745.5

742.3

737
737

746.4
746.4
742.2

7423

7372

741

745
745

7479

AS,(M)
ASHR) AAS,(MR) AS,(M)

264

14.9

32

27

-11.5

SITNOITON 40 S3ILLINIZ4Y NOLOHd ANV S3LLIOISYE ASVHd SYO
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TaBLE 2. Summary of proton transter thermochemical data for each base M, sorted by gas basicity of M—Continued

APA(M,R)

[Formula] Reg No(M) Base(M) GB(M)

YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(M,R,T) GB(M) PA(R)

TIWOLISTA 109-77-3 CH,(CN), 350 694.1 13.7 709.0

1CH,0,] 64-18-6 HCOOH 7103

9TEAS/SMI theory 298

93SMI/RAD theory 600

9ISMI/RAD theory 298

9ISMIZRAD theory 0

9OFEL/KIM theory 300

87TAF 7664-41-7 NH; 350 819 ~120.4 698.2

ROLIA/SHO 115-11-7 {CH,),C=CH, 340 775.6 —64.4 711.9

ROLIA/SHO 115-07-1 CH;CH=CH, 340 7227 —4.2 718.9

TOLAU 7664-41-7 NH; 650 819 —115.9 699.9

TIWOL/STA 109-77-3 CH,(CN), 320 694.1 117 706.0

[C3H4,0,] 431-47-0 CF;COOCH; 709.6

BTTAF 7664-41-7 NH; 350 819 —108.9 709.5

TIWOL/STA 109-77-3 CH,{CN), 350 694.1 13.7 708.2

[C3H;) 2932-78-7 HCCCH,* 708.5

8OHOL/.OS 298

{C3Hs) 1981-80-2 CH,=CHCH,* 7074

BOHOL/LLOS See Refs. 298

BODEF/MCI 109-77-3; NCCH,CN; CF,COOCH; 694-710
431-47-0

[ll_‘()Sij 113648-09- H,SiOH at O 705.5
2:a

93L.UC/CUR theory 298

| C,H k] 75-38-7 CH,=CF, 705.1

ToWIL/LEB threshold value

75RID 75-03-6: 67- C,Hsl: CH;0H 698-725
56-1

[CyHFL0,] 1683-88-1 CF3;COOCH,CH,F 704.7

B7TAV 1664-41-7T NH; 350 819 —=117.2 701.3

TIWOLISTA 109-77-3 CH,(CN), 350 694.1 13.7 708.1

[H,Te] 7783-09-7 H,Te 704.5

B6KAR/IAS 75-38-7 CH,=CF, 330 705.1 -0.8 704.5

[C;H,0] 31594-81-7 «CH,CH,CH,0H 703.5

89HOL/LOS 298

[CoH4F,] 367-11-3 1,2-C(H,F, 703.5

PA(M)
PA(M)

As,(M)
AS(R) AAS,(MR) AS,(M)

742.0
746.7
7429

737.1
781

740.5

741
741

736
736

738

738

734
734

735.7

735.9

736
736

731.2

2.7
2.7

13

12

38

16

819
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TaBLE 2.

Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS, (M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APAM,R) PA(M) AS,(R) AAS,MR) AS (M)
93ISZUMCM 71-43-2 CeHg 600 7254 ~24.7 7034 750.4 -17.6 732.8 25 -13.0 12.0
9ISZUIMCM 67-56-1 CH,;0H 600 7245 —188 703.6 754.3 —255 728.8 9 10.9 19.9
TRHAR/LIA 71-43-2 C.H, 400 7254 -17 724.6
[C3H;5] 2417-82-5 ¢-CyHze 702.0 738.9 -14.9
R4LIA/BUC 421-50-1; CF;COCH;; AsH, 330 692-712

7784-42-1
SODEF/MCI 75-07-0; 64- CH;CHO; C,H;OH 736-746

17-5
[C3H,]) 28933-84-8 c-C;Hye 701.8 734.3 0
B0DE/MCI 109-77-3: NCCH,CN; CFCOOCH; 694-710

431-47-0
[CH,S] 17032-46-1 «CH,SH 701.5 7339 0
9S5CHO/SMI 545-06-2; CCI,CN; HCOOH 693-710

64-18-0
[CSe,| 506-80-9 CSe, 700.9 725 28
8SIAS/STE theory 725
|HOSI] 71132-8-4:b SiOH at O 700.1 732.6 0
9ILUC/CUR theory 298 732.6
[CH,F] 75-02-5 CH,=CHF 700.1 729 12
B0KOP/COM 703
TOWIL/ILEB See Refs. 729
T5RID 7732-18-5; H,0; H.S 660-674

7783-06-4
[CoH;3F,] 367-23-7 1,2,4-C¢H;F, 699.4 729.5 8
93SZU/MCM 67-56-1 CH;0H 600 7245 —24.7 700.1 754.3 —31.0 7233 9 10.5 19.5
93SZU/MCM CeH, 600 7254 -31.8 698.7 750.4 -21.8 728.7 25 =172 7.8
T8HAR/LIA CeH, 400 7254 -5.0 722.1
[C,H,CL0] 115-20-8 CCI,CH,0H 698.9 729.3 7
RTTAF 7664-41-7 NH; 350 819 —122.6 695.7
7TWOL/STA 109-77-3 CH,(CH}, 350 6941 7.8 702.2
[BH;0;] LUV43-35-3 B(OH); 695.4 728.1 9.1
NATT/CAC 109-77-3 CH,(CN), 298 694.1 -2.1 692.0
92ATT/CAC 75-38-7 CH,=CF, 298  705.1 -0.4 704.7
[C,H,I] 75-03-6 C,H;sl 698.3 724.8 20
72BEA/HOL 7783-06-4; H,S; CqH, 674-723

115-07-1

S3TINO3TON 40 S3ILINII4Y NOLOHd ANV S31LIDISVE IASVHd SVO
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TasLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

Formulai Reg No(M) Base(M) GB(M) PA(M) AS, (M)

YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR.7) GB(M) PA(R) APA(MR) PA(M) AS,R) BAS(MR) AS, (M)

[ CH 0] 359-13-7 CF,HCH,0OH 697.0 7274 7

87TAE 7664-41-7 NH; 350 819 —128.1 690.2

TETAITTAA 67-56-1 CH,;0H 350 7245 —21.0 703.6

TIWOLISTA 109-77-3 CHACN), 350 694.] 2.7 697.1

[CMGES] 1480 63 8 1,2,3 CH,F, 696.6 724.3 16

YISZU/MCM 71-43-2 CyHq 600 7254 —285 699.7 750.4 —20.3 721.1 25 1.3 26.3
7783-06-4 H.S 600 6738 24.3 694.6 705 16.7 721.7 43 12.6 169
75-15-0 CS, 600 6577 314 692.7 681.9 47.7 729.5 28 -27.2 0.8

93SZU/MCM 67-56-1 CH;OH 600 7245 —23.0 699.4 754.3 —35.6 718.7 9 209 29.9

[C4H,N,] 109-77-3 CH,(CN), 694.1 723.0 12

RTITAY 7664-41-7 NH, 350 819 —128.6 689.5

8IDRUMCM 109-77-3 CH»CN), 298 694.1 0 694.1

81DOYMCM 109-77-3 CH,(CN), 298 694.1 0 694.1

TOLAU 7664-41-7 NH; 650 819 -1183 694.3

TRTAVITAA 67-56-1 CH;OH 320 7245 —~26.8 697.7

TIWOLISTA 7664-41-7 NH; 350 819 —118.1 700.0

TIWOLISTA 67-56-1 CH;0H 350 7245 —28.8 695.5

[CHF,) 540-36-3 1,4-CHF, 692.8 718.7 22

9ISZU/MCM 71-43-2 C¢Hs 600 7234 —32.2 0Y4.1 /50.4 —36.0 7144 25 6.3 313

QISZUMCM 67-56-1 CH;OH 600 7245 ~25.5 695.1 754.3 ~41.8 712.5 9 27.2 36.2

93SZU/MCM 421-50-1 CF,COCH; 600  692.0 54 6915 7239 -84 7155 2 23.0 25.0

9ISZUIMCM 7783-06-4 H, 600 673.8 222 690.7 705 1.3 716.3 43 18.0 223

TSHAR/LIA 71-43-2 CeH, 400 7254 —42 7215

[C,ChLN] 545-06-2 CCILCN 692.6 723.2 6

8TTAF 7664-41-7 NH; 350 819 —1258 692.5

TIWOL/STA 109-77-3 CH,(CN), 350 694.1 0.9 695.3

[COTe) #1602 OCTe at Te 692.1 718 22

85JAS/STE theory 718

[C3H;3F,0] 421-50-1 CF;COCH; 692.0 723.9 2

93SZUMCM 75-15-0 CS, 600  657.7 243 689.8 681.9 50.2 732.1 28 —43.1 —15.1

9IS7H/MCM 367-23-7 1.24-CcHqFx 600 6994 -59 695.4 729.5 -42 7253 8 -29 St

93SZU/MCM 540-36-3 1,4-CH,F, 600 6928 —54 693.4 7187 8.4 727.1 22 -230 -1.0

81DRU/MCM 109-77-3 CH,(CN), 298 694.] —42 689.9

8IDOYMCM 109-77-3 CH,(CN), 298 694 —2.5 691.6

{CcCiN] 506-77-4 CICN 691.5 722.1 6

87TAF 7664-41-7 NH; 350 819 -1304 688.0

B6MAR/TOP 74-90-8 HCN 300 6816 13.4 695.0

76STA/KLE 7664-41-7 NH; 320 819 —107.5 711.2

029
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Tasir: 2. Summary of proton transter thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula) Reg No(M) Base(M) GB(M) PAM) AS (M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APA(MR) PA(M) AS,(R) AAS(MR) AS, (M)
[CHCIO] 75-87-6 CCLCHO 690.5 7223 2
S8TTAE 7664-41-7 NH, 350 819 —128.1 690.4
1CHLF,0] 428147 CF;0CH, 690.0 9.2 1
S8TTAE 7604-41-7 NH, 350 819 —128.1 690.0
| C,H:0] 2348-46-1 CH;CH(*)OH 687.7 7201 0
YOALID/EOS 50-00-0: H,C=0; CF,COCH; 683-692

421-50-1
[Gelly] 7782-65-2 GeHy 687.1 713.4 20.6
SOSEN/ABE 74-85-1; C,Dy: CDCDCD, 651-723

115-07-1
O HEO 371-62-0 FCH,CH,OH 685.2 715.6 7
QIHEC/DEK 392-56-3; CoFey CH;OH 624-746

04-17-5
|CH,0] 50-00-0 H,C=0 683.3 712.9 9.5
9TEAS/SMI theory 298 95
DITRAMIOL, wreshold value 298 7129
9ISMI/RAD theory 0 705.8
YISMURAD theory 600 7159

theory 298 711.8

7664-41-7 NH, 350 819 — 1409 671.3
SSJAS/STE theory 726.6
SADIX/KOM theory 200 730.1
SOWIG/BEA 50-00-0 H,C=0 320 6833 0 683.3
T8RTAN/MAC 7732-18-5 H,O 298 660.0 218 681.8
T8ERE/AR 7783-06-4 H.S 300 6738 5.0 678.9
7TWOL/STA 109-77-3 CHA(CN), 320 694.1 —11.2 683.0
OSREF/CHU threshold value 298 709.2
[CHN] 74-90-8 HCN 681.6 712.9 4
9TEAS/SM] theory 298 4
93SMI/RAD theory 298 712
9ISMI/RAD theory 0 706.2
9ISMI/RAD theory 600 715.2
RTTAF 74-85-1 CH>=CH, 350 6515 37.7 689.5
B6MAR/TOP 74-90-8 HCN 300 68i.6 0 681.6
T8TAN/MAC 7732-18-5 H.O 298 660.0 20.5 680.5
78FRE/HAR2 7783-06-4 H.S 340 6738 42 678.0
TIWOL/STA 109-77-3 CHA(CN), 350 694.1 —13.7 680.9
[C,HF;0,] 76-06-1 CF;COOH 680.7 1.7 5

S3TNOIT0OW 40 S3LLINIIAVY NOLOHd ANV S3ILIOISVE 3SVHd SVYO
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TasLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APA(MR) PAM) AS,(R) AAS,(MRR) AS,(M)
94KOP/IANV 74-85-1 CH,=CH, 373 6515 28.0 680.0
BITAF 74-85-1 CH,=CH, 350 6515 33.1 684.9
BIDRU/MCM 360-52-1 C¥,HCOCF,H 298 669.0 =17 667.3
79L.AU 71664-41-7 NHj 650 31y —13/.7 6//.4
TIWOL/STA 100-77-3 CH,(CN), 350 6941 -20.1 674.3
[SSi] 113443-18-8 Sis 671.7 710.2 [}
89FOX/WILO 7783-06-4; H.S; HCN 295 674-682
74-90-8
[H,Se] 7783-07-5 H,Se 6764 707.8 38
RTTAF 7664-41-7 NH; 350 819 —143.7 674.8
B5KAR 7783-06-4 H,S 340 6738 4.2 678.0
TIAUEBWO 67-56-1 CH,0H 298 7245 —376 686.9
TIWOLISTA 109-77-3 CH,(CN). 320 694.1 -13.7 680.6
[H,P] 13765-43-0 PH, 675.7 709.2 ~34
BOBIR/CUR thermo cycles 298 709.2
[CHLF,0] 333-36-8 (CF;CH,),0 674.9 702.3 17
94KOP/ANV 74-85-1 373 6515 238 674.9
8ITAF 74-85-1 350 6515 29.7 680.9
;8] 7783-06-4 H,S 673.8 705 43
YTEAS/SME theory 298 34
93I8ZU/MCM 71-43-2 CH, 600 7254 -523 679.3 750.4 —44.8 705.6 25 —12.6 124
935ZU/MCM 540-36-3 1,4-CeH,F, 600 6928 -222 676.0 718.7 =113 707.4 22 ~18.0 4.0
93ISZU/MCM 367-23-7 1,2,4-CH,F; 600  699.4 -23.0 671.5 729.5 -234 706.1 8 08 8.8
9ISMI/RAD theory 600 7122
93ISMI/RAD theory 298 707.7
9ISMI/RAD theory 0 701.6
BITAE 1664-41-/ NH; 330 319 —147.8 070.7
§7POPICUR theory 298 705
8SMCM/KEB 74-85-1 CH,=CH, 400 6515 272 679.4
SIWAL/BLA threshold value 298 704.4
B3PRE/TZE threshold value 298 705.7
TOLAU 7664-41-7 NH; 650 819 —144.1 671.1
TETAN/MAC 7732-18-5 HO 298 660.0 15.9 675.9
78FRE/HAR2 7783-06-4 H,S 340 673.8 Q 673.8
TIWOL/STA 109-77-3 CH,(CN), 350 694.1 -17.6 676.9
TIMAU/FIE 7732-18-3 H,0 550 660.0 16.3 676.5
73HOP/BON 7732-18-5 H,O 296 660.0 19.2 679.3
[pd] 7440-05-3 Pd 673.4 696 23
84MAN/HAL See Refs. 696+ 12

229
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Tanie 2. Sununary of proton transfer thermochemical data for each base M, sorted by gu; basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS, (M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R) APA(M,R) PA(M) AS\(R) AAS(MR) AS, (M)
[CJLE,] 551-62-2 1,23,4-CH,F, 672.7 700.4 16
DISZLMCM T783-06-4 H.S 600 673.8 33 673.7 705 -11.7 693.3 43 25.1 29.4
DISZUIMOM 75-15-0 S, 600 6577 105 671.8 681.9 18.8 700.7 28 —142 13.8
THILAR/LIA 71432 CoHg 400 7254 -06.3 7200
[Cythy,} 75-28-5 iso-CHy, 671.3 677.8 87
78HIR 7732-18-5 H,0 660.0 691 -16.3 674.7
TRHIR 7783-06-4 H,S 673.8 705 -32.2 672.8
TOHIR/KEB See Refs. 685.9 87
|CF,NO| 334-99-6 CF;NO 670.8 703.3 0
TOFRE/HAR T732-18-5: H,0; HCN 660-682

74-90-8
| CoHF,0 75-89-8 CF,CH,OH 669.9 700.2 7
MHKOP/ANV 74-85-1 CH,=CH, 373 6515 21.3 673.1
RTTAL 74-85-1 CH,=CH, 350 6515 29.7 681.4
BSMCM/KER 7732-18-5 H,O 400 660.0 9.6 669.5
SCOL/MCM T732-18-5 H,O 298  660.0 9.2 669.2
JalL AU 7661 11 7 NH; 650 819 147.3 067.0
TRTAF/TAA 67-56-1 CH;OH 350 7245 —48.8 675.8
TIWOL/STA 109-77-3 CH,(CN), 350 694.1 —249 669.5
[C,HsBr| 74-96-4 C,H;Br 669.7 696.2 20
72BEA/HOL 77-88-4; CH;l; H,8 666-674

T7R06-4
[CaLF,0] 360-52-1 CF,HCOCF,H 669.0 698.8 9
94KOP/ANY 74-85-1 CH,=CH, 373 6515 18.4 670.1
SIDRU/MCM 7783-06-4 H,S 298  673.8 —5.9 668.0
{H;0si] 81429-20-1 H;Si0 at O 667.5 700 0
93LUC/CUR theory 298 700
1B 19624-22.7 »H, 666.9 699.4 [}
72SOL/POR 7732-18-5; H,0: H.S ~373 660-674

7783-06-4
[CeHy5] 110-82-7 ¢-CgH,, 666.9 686.9 42
82AUS/REB 7732-18-5: H,0: H,S 660-674

T783-06-4
[C,H4C1] 56-00-3 C,H:Cl 666.9 693.4 20
T2BEA/HOL 7732-18-5; H,0: H.H 660-674

7783-06-4
[H,0,S] 7664-93-9 H,S80, 666.9 699.4 0

SIATNITTON 40 SALLINISAY NOLOHd ANV S311101SVE ISYH SVO
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Tasir 2. Summary of proton transfer thermochemical data for cach busc M, sorted by gas basicity of M—Continued

| Formula) Reg No(M) Base(M) GB(M) PAM) AS,(M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APA(M,R) PA(M) AS,R) AAS (M) AS (M)
TESMI/MUN 7732-1%-5: H,O: H,S 660-674

T783-06-4 ’
JCHF,0,8] 1493-13-6 CF,$0,H 666.6 699.4 0
TEMIN/MUN T732-18-5: H>O: H,S 660-674

7783-00-4
|C,HE,] 359-11-5 G H 666.9 699.4 0
73RID 7732-18-5 H,O: H,S 660-674

7783-0064
[cney 6829-52-3 HCP 666.5 699 0
YOADA/MIC Brackeling, See Refs. 300 699+8
[CHE] 74-88-4 CH,l 665.5 691.7 21
GIGTRSZU theory 298 691.1
94GLU/SZU 75-15-0 S, 600  657.7 52 665.0 681.9 8.4 690.3 28 —5.4 22.6
QIGLUSZU 363-72-4 C HFs 600 6627 4.9 666.1 690.4 ~4.6 685.8 16 159 319
72BEA/MOL 7783-00-4 H,S 300 6738 0 673.8
(5] 12281-30-0 rs 665.5 093 0
YOADAMIC Bracketing, See Refs. 300 6988
1CoH, 1] 20693-69-0 2,4-C,BH, 665.0 697.4 0
SODIX 7732-18-5; H,0: CF;CH,0OH 660-670

75-89-8
[F,0Pr] 13478-20-1 OPF, 664.2 694.0 9.1
8ICOL/MCM 7732-18-5 H,O 298 660.0 42 664.2
[¥,P] 7783-55-3 PF, 662.8 695.3 []
BITAF 74-85-1 CH,=CH, 350 6515 9.2 661.2
H2COL/MCM T4-85-1 CI1,-CII, 298 651.5 13.0 664.4
8ODOYMCM 7446-09-5; SO,; CoH, 643-651

74-85-1
T8COR/BEA 7783-54-2; NF;: CH,Cl 539-621

74-87-3
[C4HFs) 363-72-4 C4HF; 662.7 690.4 16
93SZU/MCM 7783-06-4 H.S 600  673.8 -6.3 664.0 705 17.6 687.4 4.3 18.8 23.1
93SZU/MCM 75-15-0 CS, 600  657.7 0 661.3 681.9 11.7 693.6 28 -19.2 8.8
78HAR/LIA 71-43-2 CgHg 400 7254 -9.6 716.7
[C4F5N] 375-00-8 C,F,CN 662.6 693.2 6
R3ICOTMCM 7732-18-5 H.O 298 660.0 2.5 662.6

ve9
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Tanie 2. Summary of proton transfer thermochemical data for each base M. sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PAM) AS, (M)
YrSquib Reg NofR} Base(R) T(K) GB(R) AGB(M\R,T) GB(M) PA(R) APA(MR) PA(M) ASR) AAS,(MR) AS,(M)
[CH0] 2597-43-8 *CH,OH 662.5 695 0
9IMOU/AUD 363-72-4; CyHFs: H,S 663-674

7783-06-4
SOHOL/LOS See Refs, 298 695
[CHEY 2713-09-9 HCCF 661.3 G686 26
RIBEA/EYE See Refs. 674
TIREBAL threshold value 690
TIRENVKRA threshold value 690
[CiFsN| 422-04-8 C,FsCN 661.3 692.0 6
#ICOL/MCM 7732-18-5 1,0 298 660.0 1.3 661.3
[CHF 0 1515-14-6 (CF3),C(CH)OH 660.9 691.2 7
S3COL/MCM 7732-18-5 H,O 298 660.0 0.8 650.9
[SSi] 12504-41-5:a SiS at § 660.2 683 325
YIBRU/GRIE theory 683
[H.0] 7732-18-5 H,0 660.0 691 5
QTLAS/SMI theory 208 1.2
9ISZU/MCM 7783-06-4 H,S 600  673.8 —14.6 659.0 705 —159 689.1 4.3 2.1 6.4
9ISMI/RAD theory 298 688.4
9ISMIRAD theory 600 692.8
9ISMURAD theory 0 682.3
93DEL theory 298 687
SEMCI/ADA 74-85-1 CH,=CH, 300 651.5 9.2 660.7 6R0.5 0.5 A91.0 1A —-472 73
8TTAF 7664-41-7 NH; 350 819 —165.2 653.2
87POP/CUR theory 298 691.6
85MCM/KEB 74-85-1 CH,=CH. 400 6515 13.8 665.9
83COL/MCM 74-85-1 CH,=CH, 298 6515 14.2 665.7
S8IBOH/MAC 74-85-1 CH,=CH, 298 6515 15 659.0
79LAU 7664-41-7 NH; 650 819 —157.3 657.7
TRTAN/MAC T732-18-5 H,O 298 660.0 0 660.0
TIWOL/STA 109-77-3 CHy(CN), 350  694.1 —35.1 659.3
TING/TRE threshold value 702
TIMAU/FIE 7732-18-§ H,O 550 660.0 0 660.0
73HOP/BON 7732-18-5 H,O 206 660.0 0 660.0
69HAN/FRA threshold value 690
[C,H,F,] 1630-78-0 (E)-CHFCHF 657.9 688.6 5.8
75RID 353-36-6; CyHsF; H,0 656-660

7732-18-5
[CS;] 75-15-0 CS, 657.7 6819 28
97EAS/SMI theory 298 31.3

S3TNOITON 40 SAILINI44V NOLOHd ANV S3ILIDISVE ISVHd SYD
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Tasix 2. Summary of proton transfer thermochemical data for eachbase M, sorted by gas basicity of M—Continued

[Formula]
YrSquib

93SZU/MCM
DASZU/MCM
VISZU/MCM
Q3ISMI/RAD
9ISMI/RAD
GISMURAD
SEMCUADA
BEMCI/ADA
8TTAIY
BSWEI/PLA

{SMCM/KEB
RSIAS/S
TIMALU,

[CFN]
OIKOP/ANV
93SZU/MCM
87TAF
85SMCM/KEB
{ICOLMCM
TRCORMBEA

[CH,F0]
94KOP/ANV
8ITAF
83COL/MCM

[C,HgF)
TIBEAMOL

[C,HF;0]
94KOP/ANV
STTAF
83COL/MCM
78COR/BEA

[CH]
9TEAS/SMIL
93SMI/RAD
93SMI/RAD
93SMI/RAD
89RUS/BER
87TAF
8SMCM/KEB

Reg No(M) Base(M) GB(M) PA(M) AS (M)
Reg No(R) Buse(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APA(M,R) PA(M) ASLR) AAS(MR) AS,(M)
540-36-3 1,4-C H,F, 600 6928 =30.1 660.9 718.7 ~43.5 675.2 22 22.6 44.6
77%3-06-4 H,S 600 673.8 —-59 660.9 705 -31.0 674.0 43 42.7 47.0
7732-18-5 H,O 600  660.0 84 661.5 691 —15.9 675.1 5 41.0 46.0
theory 600 685.4
theory 298 681.9
theory 0 677.5
74-85-1 300 6515 69 6584 680.5 1.9 682.4 1S 16.7 28.2
7732-18-5 300  660.0 —-29 657.1 691 -9.6 681.4 5 23 28
T664-41-7 350 819 —168.9 648.4
463-58-1. COS: CH,CCH 603-723
74-99-7
74-85-1 CH,=CH, 400 6515 18.8 668.7
theory 689
7732-18-5 H,0 550 660.0 63 660.6
353-85-5 CF;CN 657.7 688.4 6
74-85-1 CH,=CH, 373 6515 59 657.7
75-15-0 CS, 600  557.7 —18.0 646.4 681.9 —84 673.5 28 -15.9 i2.1
74-85-1 CH,=CH, 350 6515 6.7 658.4
74-85-1 CH,=CH, 400 6515 5.0 657.0
74-85-1 CH,=CH; 298 6515 117 663.2
7664-41-7 NH, 320 819 —1552 663.5
920-66-1 {CF3);CHOH 656.2 686.6 7
74-85-1 373 6515 25 654.3
74-85-1 350 6515 23 654.0
74-85-1 298 6515 6.7 658.2
353.36-6 CHF 655.8 683.4 16
74-85-1: CH,=CH,; H,0 651-660
T732-18-5
75-90-1 CF;CHO 653.6 685.5 2
74-85-1 CH,=CH, 373 6515 08 653.0
74-85-1 CH,=CH, 350 6515 2.3 654.2
74-85-1 CH,=CH, 298 6515 6.7 658.2
7664-41-7 NH;, 320 819 —159.8 659.0
74-85-1 CH,=CH, 6515 680.5 s
theory 298 122
theory 0 676.5
theory 298 681.9
theory 600 685.6
threshold value 298 680.3
7664-41-7 NH; 350 819 —1849 6332
630-08-0:a CoOaC 400 5628 728 6349
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TaBLE 2.

Sumimary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula) Reg No(M) Base(M) GB(M) PAM) AS,(M)
YrSquib Reg NofR) Base(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APAM,R) PA(M) AS,(R) AAS(MR) ASy M)
85MCM/KEB 74-85-1 CH,=CH, 400 651.5 0 651.5
83COL/MCM 74-85-1 CH,=CH, 298 651.5 0 651.5
82ROS/BUE threshold value 298 679.2
BITRA/MCL threshold value 298 680.3
81DOYVMCM 74-85-1 CH,=CH, 298 -651.5 0 651.5
8IBOH/MAC 74-85-1 CH,=CH, 298  651.5 0 651.5
SOBAE threshold value 298 682.1
[0,0s] 208-16-12-0 050, 650.6 676.9 20.6
BYIRVBEA 334-32-3; CF,CUCH CoHy 630-631

74-85-1
[C,CIF,0] 354-32-5 CF,COCl 649.8 681.6 2
94KOP/ANV 74-85-1 CH,=CH, 373 6515 1.7 653.8
8TTAF 74-85-1 CH,=CH, 350 6515 -6.9 645.1
8SMCM/KEB 74-85-1 CH,=CH, 400 651.5 —6.7 645.7
loP] 14452-66-5 PO 649.5 682 []
YOADAMIC Bracketing, See Refs. 300 682+8
[CHE,0] 2378-02-1 (CF;);COH 646.7 676.8 8
91KOP/ANV 74-85-1 2 373 6515 =50 646.7
8TTAF 74-85-1 CH,=CH, 350 6515 -275 624.2
83COL/MCM 74-85-1 CH,=CH, 298  651.5 -13 650.2
[C:N;] 460-19-5 NC-CN 645.8 674.7 11.8
BOPET/FRE 74-85-1 CH,=CH, 300 6515 -57 645.8
87DEA/MAU 354-34-7; CF;CFO; CH, ~330 637-651

74-85-1
84RAK/BOH 7446-09-5; SO,; C;H, 643-651

74-85-1
[COSe] 1603-84-5 OCSe AT S 644.1 670 22
85KAR 463-58-1; COS; C,H, 603-651

74-85-1
85JAS/STE theory 670
fr,0,.] 7722-84-1 11,0, 643.8 674.5 5.3
7SLIN/ALB 3170-83-0; HO,; H,O 628-660

7732-18-5
[0,S] 7446-09-5 S0, 643.3 672.3 11.5
94KOP/ANV 74-85-1 CH,=CH, 373 651.5 10.5 641.0
93SZU/MCM 630-08-0:a COarC 600 562.8 46.4 607.1 594 36.8 630.8 42 159 20.1
93SZU/MCM 75-15-0 CS, 600 657.7 ~55.6 607.0 681.9 ~43.9 637.9 28 -18.8 9.2
93SZU/MCM 353-85-5 CF;CN 600 657.7 —36.4 619.7 688.4 -35.1 653.3 [ ~1.7 43

$3TNIITON 40 SALLINIHAY NOLOHd ANV S31LIDISVE FSVHd SVD

129



8661 ‘€ 'ON ‘LZ ‘I0A ‘BiRg "Jod "way) "sAyd P

Tasrk 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M~—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R) APA(M,R) PA(M) ASR} BAS,(MR) AS,(M)
STTAF 7664-41-7 NH; 350 819 ~218.7 599.4
KSMOM/KER 630-08-ha COaC 400 562.8 431 605.2
SSMCM/KER 74-85-1 CH,=CH, 400 6515 -29.7 621.8
83COL/MCM T4-85-1 CH>=CH, 298 6515 -59 645.6
K1DOVMCM 74-85-1 CH,=CH, 298 6515 -2 649.5
IS] 7704-34-9 s 640.2 664.3 28
SISMI/ADA threshold value 664.3
[C#0] 6%4-16-2 (CF),CO 639.7 670.4 5.8
QMKOP/ANV 74-85-1 CH,=CH, 373 6515 —134 638.5
DISZUMEM 7446-09-5 S0, 600 6433 -9.2 635.8 672.3 -29 669.4 11.5 —113 0.2
8SMCM/KER 630-08-0:a COat C 400 562.8 35.1 597.8
BSMCM/KER 74-85-1 CH,=CH, 400  651.5 —37.7 6144
83COLMCM 74-85-1 CH,=CH, 298 6515 -9.2 642.3
82COL/MCM 7446-09-5 SO, 298 643.00 -29 640.4
BIDRU/MCM 353-50-4 F.CO 298 637.0 2.1 639.0
SIDRU/MCM 7446-09-5 S0, 298 6433 2.9 646.2
J1IDOIMCM 74-85-1 CH,=CH, 298 6515 -11.3 640.2
TRCOR/BEA 7664-41-7 NH; 350 819 -179.8 638.5
[1p) 13967-14-1 PH 639.6 670.3 58
BOBER/CUR thermo cycles 298 670.3
[C3H,] 2025-55-0 i-C:Hye 638.9 6714 0
S8LIA/BAR threshold value 298 671.4
[CH;Br] 74-83-09 CH;Br 638.0 664.2 21
Y4GLU/SZU theory 298 662.9
Y4GLU/SZU 392-56-3 CiFq 600 6244 10 637.1 648.0 18.8 666.8 30 —14.6 154
83COL/MCM 74-85-1 CH,=CH, 29% 631D 9.6 601.1
T2BEA/HOL 630-08-0:a; CO; H,0 563-660

T732-18-5
[CF,0] 353-50-4 F,CO 637.0 666.7 9
94KOPIANV 74-85-1 CH,=CH, 373 6515 -18.8 632.8
BICUL/MCM 74-85-1 CH,=CH, 298 6515 —11.3 640.2
83COL/MCM 7446-09-5 SO, 298 643.3 ~59 637.5
{IDOVMCM 74-85-1 CH,=CH, 298  651.5 -134 638.1
[C,F,0] 354-34-7 CF;CFO 636.7 668.6 2
83COL/MCM 74-85-1 CH,=CH, 298 6515 ~134 638.1
83COL/MCM 7446-09-05 50, 208 6433 7.5 635.8
81DOI/MCM 74-85-1 CH,=CH, 298 6515 —15.1 636.4
[Cu] 7440-50-8 Cu 6324 655.3 32
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Tanti 2. Summury of proton transfer thermochemical data for cach base M, cortad by gas basicity of M—Continued

[Formula} Reg No(M) Base(M) GB(M) PA(M) ASy(M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R) APA(M,R) PA(M) AS,(R) AAS(MR) AS, (M)
BOELK/ARMA See Refs. 65513
|HO,| 3170-83-0 HO,» 627.5 660 0
RRLIA/BAR threshold vatue 660
[Colol 392-56-3 CoFy 6244 648.0 30
QISZU/MCM T446-09-5 50, 600 6433 20.1 657.8 672.3 12.1 684.5 1.5 134 249
QISZLIMOM 7732-18-5 H,0 600 660.0 —285 624.1
IBHAR/LIA 71-33-2 CoHy 400 1254 —14.6 U3
fCn,n 74-87-3 CH,C1 621.1 647.3 21
940G/ theory 649.8
GGEU/SZU 392-56-3 CF, 600 6244 -6 621.1 648.0 7.1 655.1 30 —-21.8 8.2
ROPET/FRE 460-19-5 NC-CN 300 6458 -1 644.7
KOPETHRED T4-83-1 CH;--CH, 300 051.5 —0.3 0645.0
TSCOR/BEA See Refs. 320 ~659
7IBEAMOL THBO-2: T4 Gy Gl 617-651

85-1
[C,H0} 3170-69-2 CH,CO- 620.5 653 0
HOLIOLAOY 208 G653
[C,H,] 74-86-2 C,H, 616.7 641.4 26
SASMI/ADA thermochemical cycles 300 641.4
SALIA/LIE threshold value 6113
[H,Si] 7803-62-5 SiH, €131 6397 20.6
92HLY/SHE theory 659.4
87POP/CUR theory 298 639.7
TICHE/LAM 2025-56-1; C,Hq: CiH, 584-639

2025-55-0
(K, H08] 91419782 SiK,OH 6118 641.0 9
S84REE/MU 593-53-3: CH;F; C,H, 572-651

74-85-1
[Citg) 74-98-6 C;3Hy 607.8 625.7 49
75HIR/KER See Refs. 625.7 49
{r] 7723-14-0 P 604.8 626.8 35
R6BER/CUR thermo cycles 298 626.8
[AsF;] 7784-35-2 AsF, 604.2 636.7 0
80DOIMCM : CH,F: CF,0 572-637

SITINOITON 40 SIILINIJESV NOLOHd ANV S3ILIDISYE ISVH SVD
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TABLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS, (M)
YrSquib Reg No(R) Base(R) T(X) GB(R) AGB(MR,T) GB(M) PA(R) APA(M,R) PA(M) AS,(R) AAS(MR) AS,(M)
LCOS] 463-58-1 ULUS at d 602.6 028.5 22
9TEAS/SMI theory 298 26.6
93ISZUMCM 630-08-{r:a COaC 600  562.8 45.6 603.1 594 339 627.9 4.2 20.1 243
9ISZUMCM 7446-09-5 SO, 600  643.3 -3 638.9 672.3 -38 668.6 115 3.8 153
8SWEVPLA 74-85-1: C,Hy; H,O 651-660

7732-18-5
BIMCM/KEB 030-06-0.u COa C 400 562.8 41.4 602.4
8SMCM/KEB 74-85-1 CH,=CH, 400  651.5 -314 619.0
8SMCM/KEB T446-09-5 $O, 400 6433 -1.7 640.6
B5JAS/STL theory 636.4
8ISMI/ADA 630-08-0:a; CO, S 563-640

7704-34-9
[HOSI] 97402-81-8:b HSiO at Si 602.5 635 0
93LUC/CUR theory 298 635
[CRO) 2597-44-6 HCO 601.8 636 —5.8
T4WAR threshold value 636
[CFN] 1495-50-7 FCN 601.3 632 6
S4BEA/EYE See Refs. 632
[H1} 10034-85-2 H1 601.3 627.5 21
BSMCM/KEB 74-85-1 CH,=CH, 400 6515 ~43.1 607.4
8SMCM/KEB 030-08-0:a CoOaC 400  562.8 29.7 590.8
78POL/MUN 10035-10-6; HBr; | 558-583

14362-44-8
[CFy1] 2314-97-8 CF3l 598.2 628.0 9.1
85SMCM/KEB 74-85-1 CH,=CH, 400  651.5 —452 606.5
8SMCM/KEB 630-08-0:a COaC 400 5628 27.6 5899
{Ssi] 12504-41-5:b SiS at Si 596.6 627 7
92BRU/GRE theory 627
[03] 10028-15-6 0, 595.9 625.5 9.5
94CAS/SPE 593-53-3; CH;F; SO, 298 572-643

7446-09-5
91IMER/QUE theory 298 625.5 95
[CHO,] 2564-86-5 +«COOH 590.9 623.4 0
89HOL/LOS 298 6234
LCH,E, 75-10-5 CH,k, 589.7 620.5 58
748LI/MCM 630-08-0:a; CO; CH, 563-617

74-86-2

0€9
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Tast: 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APA(M.R) PA(M) AS,(R) AAS(MR) AS(M)
[CHE,) 75-46-7 CHF, 589.7 619.6 9.1
THRLEMCM G30-08-0:a; CO; C3H, 563-617

74-86-2
[Zn] T7440-66-6 7n 586.0 608.6 kx]
T8PO/RAD 74-82-8; 74- CH,: C,H, 521-651

85-1
1B,1,] 19287-45-7 BH, 586.0 615 15
TIPIEPOR See Refs. 61517
[Calg] 2025-56-1 CyHe 583.5 616 0
88LIA/BAR threshold vatue 298 616
1 14362-44-8 1 583.5 608.2 26
S8LIA/BAR threshold value 608.2
[F,0,8] 2699-79-8 F,S0, 580.5 605.5 25
YISZU/MCM 630-08-0:a COatC 600 562.8 24.7 581.2 594 12.1 606.1 4.2 209 25.1
8SMCM/KER2 630-08-0:a COatC 400 5628 19.7 580.4
8SMCM/KEB 630-08-0:a COatC 400  562.8 19.2 580.0
8SMCM/KER 74-85-1 N 400 6515 —53.6 596.6
S1DOVMCM 74-85-1 298 6515 -159 635.6
BODOVMCM 74-85-1 298  651.5 —15.1 636.4
[BH,,) 18283-93.7 BgH,, 572.5 605 0
T3PIE/POR Sce Refs. 605%20
[CH,F] 593-53-3 CH;F 571.5 598.9 17
94GLU/SZU theory 298 597.2
QAGLU/SZU 630-08-0:a1; CO; C,H, 563-570

74-84-0
8SMCM/KEB2 630-08-0:a; CO; SO,F, 400 563-581

2699-79-8
T2BEA/HOL. » 630-08-0:a; CO; C,H, 563-617

74-86-2
[CH,) 74-84-0 C,H, 569.9 596.3 20
94CAR/SCH theory 298 596.2 20
93SZU/MCM 74-85-1 CH,=CH, 600  651.5 —80.8 568.2 680.5 —83.3 597.2 1.5 5.0 16.5
93SZU/MCM 630-08-0:a COatC 400 562.8 75 568.8 594 33 597.3 4.2 109 15.1
8SMCM/KED G230-08-0:a CO at C 400 562.8 7.1 568.3
8SMCM/KEB 74-85-1 CH,= CH, 400 6515 —65.7 584.9
8IMAC/SCH 10024-97-2:a N,0 at O 298  548.7 18.1 566.8
8IMAC/SCH 630-08-0a COatC 298 562.8 6 568.8

SITINOITOW 40 SILLINIFHAY NOLOHd ANV S3LLIDISYE ISVHd SvO
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TasLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula} Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg No(R) Busc(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APA(MR) PA(M) AS,(R) AAS(MR) AS,(M)
BIBOH/MAC 630-08-0:a COwC 298 5628 59 568.7
76HIR/KEB Sce Refs. ~200 561.4A
TOHIR/KEB See Refs ~400 593.1B 274
TSERE/KEDB See Refs 589.3
[HO| 3352-57-6 OH 564.0 593.2 11
SBLIA/BAR threshold 593.2
JCN] 2074-87-5 CNatN >564 >596 4.2
QOPET/FRE thermo cycles >595
[Coy 630-08-0:2 COatC 562.8 594 4.2
9TEAS/SMI theory 298 38
9ISZU/MCM 630-08-0:a COaC 600 5628 0 562.8 594 0 594
9ISMI/RAD theory 298 593
9ISMI/RAD theory 0 587.1
YISMIRAD theory 600 596.6
92KOM/DIX theory 298 5933
BSTRA2 Appearance 298 594
8SMCM/KERB 630-08-0:a COatC 400 562.8 0 562.8
BSJAS/STE theory 5832
B4DIX/KOM theory 300 5916
R4BEA/EYE See Refs. 577.4
S8IBOH/MAC 630-08-0:a COaC 298 5628 0 562.8
KODYKAION threshold value 5937
76GUY/CHU threshold value 604.2
TIHEM/RUN 630-08-0:a COaC 298 562.8 0 562.8
CIOMAT/WAR threshold value 594.5
[NO,] 10102-44-0 NO, 560.3 591.0 58
S4POL/VMUN 10033-10-6; HB1, CO 558-563
630-08-0:a
{0:5] 7446-11 9 S0, 560.3 588.3 14.9
TTMUN/SMI 10035-10-6; HBr; CO 558-563
630-08-0:a
[BrH] 10035-10-6 HBr 657.7 584.2 20
9TEAS/SMI theory 298 202
93SMI/RAD theory 0 581
93SMI/RAD theory 298 585.0
9ISMI/RAD theory 600 589.8
RITIC/IAV COa C 562.8 594 -8.4 585.6
89ADA/SML . COaC 298 5628 594 —109 583.1
85MCM/KEB 74-85-1 CH,=CH, 400 6515 -78.2 5724
85MCM/KEB 630-08-0:a COatC 400 5628 -5.0 556.2

2€9
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TABLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula} Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APA(MR) PA(M) ASR) AASMR) AS (M)
84POL/MUN 10024-97-2:a; N,0; NO, 549-560
10102-44-0
7T9TIE/AND threshold value 589.9
78POL/MUN 7647-01-0; HCI; CO 530-563
630-08-0:a
[H;08i] 113648-09- H,SiOH at Si 556.5 589 0
2:b
93LUC/CUR theory 298 589
(F¢S] 2551-62-4 SF¢ 550.7 576.3 26.4
94LAT/SMI 10024-97-2:a; N,0; CO 5 549-563
630-08-0:a
92MAC/SCH 630-08-0:a COatC 298 562.8 —12.1 550.7
{CBrF,] 75-63-8 CF;Br 550.3 580.0 9.1
9SHIR/NAS See Refs. >553
8SMCM/KEB2 10024-97-2:a N,Oat O 400 5487 -13 548.6
8SMCM/KEB 74-82-8 CH, 400 5206 276 550.5
85MCM/KEB 630-08-0:a COaC 400 562.8 -10.5 551.8
[N,0] 10024-97-2:a N0 atO 548.7 5752 20
93SZU/MCM 124-38-9 Cco, 600 5158 326 550.2 5405 35.1 575.6 26 —4.6 214
93SZU/MCM 630-08-0:a CoaC 600 5628 -6.3 551.8 594 -172 576.8 42 184 226
90JAV/GLO 74-82-8 CHy 543.5 322 575.7
89ADA/SMI 7647-01-0 HCl 298 556.9 17.2 574.1
85MCM/KEB 74-85-1 CH,=CH, 400 6515 —82.8 567.8
84BEA/EYE See Refs. 5314
80BOH/MAC 630-08-0:a CoatC 296  562.8 -122 550.7
80BOH/MAC 124-38-9 co, 296 5158 339 549.7
7SLIN/MCF 630-08-0:a CoatC 298 5628 -134 5494 594 ~184 575.6 4.2 16.7 20.9
73HEM/RUN 630-08-0:a CoOaC 298 562.8 ~12.6 550.3 594 —14.6 579.4 42 75 11.7
[CCIF;] 75-72-9 CF,Cl1 541.5 571.3 9.1
85MCM/KEB 74-82-8 CH, 400 5206 18.0 5409
85MCM/KEB 630-08-0:a CoacC 400 5628 —20.1 5422
[FiN] 7783-54-2 NF; 538.6 568.4 9.1
92GRA/HRU theory 578.2
85MCM/KEB 74-82-8 CH, 400  520.6 15.1 5379
85MCM/KEB 630-08-0:a CoOaC 400  562.8 —23.0 5393
80DOYMCM 630-08-0:a; CO; CHyF 563-572
593-53-3
[Br] 10097-32-2 Br 531.2 554.4 31
T8POL/MUN threshold value 554.4

$3INOITOW 40 SIILINIASY NOLOHd ANV S3LLIDISYE ISVHd SVD
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TABLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula} Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquih Reg No(R) Base(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APA(M.R) PA(M) AS,R) AAS,(MR) ASy(M)
[CH] 7647-01-0 HCI 530.1 556.9 19
9TEAS/SMI theory 298 193
93ISMURAD theory oUL 565.7
93SMI/RAD theory 298 561.5
93SMI/RAD theory 0 556.6
89TIC/IAV 10035-10-6 HBr 5577 584.2 ~25.1 559.1
89ADA/SMI 74-82-8 CH, 298 5206 543.5 134 556.9
87POP/CUR theory 298 556.5
85SMCM/KEB 74-85-1 CH,=Cll, 400 6515 —100.4 550.3
85SMCM/KEB 630-08-0:a COatC 400  562.8 -27.6 533.7
TITIE/AND threshold value 564.8
78POL/MUN 10097-32-2; Br; N,O 531-549

10024-97-2:a
TAFEH/FER thermochemical cycle >519
[N,0] 10024-97-2:b N,O at N 5233 549.8 20
90JAV/GLO 74-82-8 CH, 520.6 543.5 6.3 549.8
[CH,] 74-82-8 CH,4 520.6 543.5 32
97EAS/SMI theory 298 26.2
94CAR/SCH theory 298 543.9
93SZUMCM 10024-97-2:a N,O at O 600 5487 —25.5 519.6 575.2 -31.8 543.4 20 10.5 305
93SZU/MCM 630-08-0:a COatC 600  562.8 -314 523.1 594 ~48.1 545.9 4.2 276 31.8
93SZUMCM 74-84-0 C,H, 600  569.9 —39.3 526.9 596.3 —49.8 546.6 20 172 37.2
93SMI/RAD theory 600 542.1
93SMI/RAD theory 0 535.5
93SMI/RAD theory 298 539.8
92KOM/DIX theory 298 5422
89TIC/JAV 10035-10-6 HBr 557.7 584.2 -38.1 546.1
89ADA/SMI 124-38-9 €O, 298 540.5 6.3 546.8
87POP/CUR theury 298 537.2
8SMCM/KEB 630-08-0:a COoaC 400 562.8 -38.1 521.9
85MCM/KEB 74-85-1 CH,=CH, 400 6515 -110.9 538.5
80BOH/MAC 124-38-9 Cco, 296 5158 7.8 523.6
77MAU/FIE 124-38-9 Co, 550 515.8 54 519.7
75STA/BEA 124-38-9 co, 320 5158 8.8 5245
T2KAS/FRA 124-38-9 CO, 340 5158 5.9 5214
73HEM/RUN 124-38-9 Co, 296 5158 7.8 523.6 540.5 6.2 546.7 26 58 318
73BOH/HEM 124-38-9 CO, 300 5158 7.9 523.7
71CHU/BER threshold value 592.3
[CO,) 124-38-9 CO, 515.8 540.5 26
97EAS/SMI theory 298 264
93SZU/MCM 74-82-8 CH, 600 5206 —6.3 516.1 5435 -33 540.2 32 -5.0 27.0
93SMI/RAD theory 600 5427

SVI1 D 'S ANV HIINNH 1°d '3
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TaBLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M—Continued

[Formula] Reg No(M) Base(M) GB(M) PA(M) AS (M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APA(M,R) PA(M) AS(R) AAS(MR) AS,(M)
93SMI/RAD theory 298 539.3

93SMI/RAD theory 0 534.8

92KOM/DIX theory 298 541

O1ITRA/KOM Appearance 208 536.5 530.6
8YRUS/SCH Appearance 298 540.5

89ADA/SMI 10097-32-2 Br 298 554.4 -13.6 540.8

85JAS/STE theory 543.5

8SFRY/SCH theory 298 547

80BOH/MAC 630-08-0:a COoOaC 296 5628 —46.0 5169

TIMATI/FIR 124-38-9 CO, 550 515.8 0 518.8

T6MEI/MIT 74-82-8 CHy 298 5206 ~8.7 5119 5435 —6.6 536.9 32 =71 249
T6FEH/LIN 124-38-9 CO, 298 5158 0 515.8

75STA/BEA 124-38-9 CO, 320 5158 0 515.8

T2KAS/FRA 124-38-9 CO, 340 5158 0 5158

T4WAR threshold value 547.7

T3HEM/RUN 124-38-9 CO, 298 5158 0 515.8

73BOH/HEM 124-38-9 COo, 298 5158 0 5158

NO] 10102-43-9 NO 505.3 531.8 20
89TIC/JAV 75-73-0 CF, 300 503.7 -22 501.6 529.3 25 531.8 233 -~155 78
80KOP/COM 456

71ROC/SUT <74-82-8 CH, 520.6 <0 <520

[CF4} 75-73-0 CF, 503.7 5293 233
89TIC/IIAV 7647-01-0 HCI 300 5301 —-28.9 501.2 556.9 =293 5276 19 13 203
89TIC/IAV 74-82-8 CH, 300 5206 —18.7 501.9 5435 -16.7 526.8 32 -6.7 25.3
89TIC/IAV 124-38-9 CO, 300 5158 -7.6 508.2 5405 =11 5334 26 -1.7 243
7IROC/SUT >7727-37-9 >N, >464

[OSi] 10097-28-6:b.  SiO at Si 500.5 533 0
93LUC/CUR theory 298 533

(i} 22537-15-1 Cl 490.1 513.6 30.1
88LIA/BAR threshold value 513.6

78POL/MUN tneshuld value 488.7

[FO] 12061-70-0 OF 482.2 508.7 20
88LIA/BAR 508.7

80KOP/COM 582

[Xel 7440.63-3 Xe 4781 499.6 36.8
80BOH/MAC 124-38-9 Co, 800 515.8 —303 480.1

76FEH/LIN 124-38-9 CO, 800 5158 —30.5 479.9

76FEH/LIN 7727-37-9 N, 298 4645 9.9 474.4 493.8 26 496.4 10.5 243 348
[F.Si] 7783-61-1 SiF, 476.6 502.9 206

SIINJITOW J0 SIILINIAAV NCLOHd ANV S3ILIDISVE 3SYHd SYO
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TABLE 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M~—Continued

[Formula] Reg No(M) Base(M) ) PA(M) AS,(M)
YrSquib Reg No(R} Base(R) T(K) GB(R) AGB(MR,T) GB(M) PA(R) APA(M,R) PA(M) AS,R) AAS(MR) AS, M)
B4REE/MUI See Refs. 502.9

[N;] 7727-37-9 N, 464.5 493.8 10.5
9TEAS/SMI theory 298 10.5
93SZU/MCM 124-38-9 CO, 600 515.8 ~53.1 467.3 540.5 —44.8 +495.7 26 —13.8 12.2
93SZU/MCM T400-63-3 Xe 600  478.1 ~20.9 465.1 499.6 -6.7 492.9 36.8 —238 13.0
QISMI/RAD theory ) 488.3

9ISMI/RAD theory 600 497

9ISMI/RAD theory 298 4939

92KOM/DIX theory 298 493.3

SIRUS/BER appearance 298 <510

80BOH/MAC 17778-80-2 296 4596 1.3 460.8

TOWIB/FIS threshold value 494

THTONATUD threshold valuc 478.2

TOWIL/LOS threshold value 469.4

76FEH/LIN 17778-80-2 o 298  459.6 1.3 460.8

T6FEH/LIN 124-38-9 co, 208 5158 —-40.7 4756

[0] 17778-80-2 o] 459.6 485.2 23
88LIA/BAR threshold value 4852

S1JON/BIR 7727-37-9 N, 300 4645 0 464.5

80BOH/MAC 124-38-9 CO, 296 5158 —41.4 4744

80BOH/MAC 630-08-0:a COatC 296 562.8 —874 4754

S0BOH/MAC 17778-80-2 (o] 296 459.6 0 459.6

T6MCC threshold value 486.6

{FH] 7664-39-3 HF 456.7 484 173
YTEAS/SMI theory 298 173
93SMI/RAD theory 600 488.4

98SMI/RAD theory 298 484

98SMI/RAD theory 0 479.1

93DEL theory 298 486.2

87POP/CUR theory 298 4832

79TIE/AND threshold value 3975

75FOS/BEA 7727-37-9 N, 320 4645 -29 461.4

[Kr] 7439-90-9 Kr 4024 424.6 344
80BOH/MAC 1333-74-0 H, 296 3947 8.3 403.1

80BOH/MAC 7782-44-7 0, 296 396.3 6.1 4024

79HUB/HER threshold value 4197

TSPAY/SCH 1333-74-0 H, 296 3947 7 401.8

[Le8)] 63U-U5-0;b Coato 2.2 4263 28
87FRE/KNI See Refs. 300 427+8

84DIX/KOM theory 300 4263

9€9
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Taste 20 Summary of proton transfer thermochemical data for cach base M, sorted by gas basicity of M- -Continued

[Formula} Reg No(M) Basce(M) GB(M) PA(M) as,(m)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MR.T) GB(M) PA(R) APAMMR) PA(M) ASR} AASMR) AS, (M)
{0,] T782-44-7 0, 396.3 421 26
S4ADA/SMI 1333-74-0 H, 300 3947 1.5 396.2 4223 -1.3 421 16.3 9.2 255
SIDYK/AJON threshold value 420.5
JOBOH/MAC 1333-74-0 Hs 296 394.7 1.7 396.4
threshold value 4222

7782-44-7 0, 298 3963 0 396.3

T782-44-7 (O3 298 3963 0 396.3
TIHEN/HEM 17778-80-2 (¢) 298 459.6 —47.7 411.9
[H,] 1333-74-0 H, 394.7 422.3 16.3
GTEAS/SMI theory 298 163
Y8SMIRAD theory 600 424
DISMIRAD theory 298 419.1
9ISMIERAD theory 0 414.2
RIDIX/KOM theory 300 423.8
ROBOH/MAC 17778-80-2 o) 296  459.6 —49.4 410.2
TEPO/RAD See Refs. 422.6
TSPAY/SCH 1333-74-0 H, 296 3947 0 394.7
7SFEH/LIN T782-44-7 0, 298 3963 -13 395.0
73HAR/CRO 400+14
TAFEN/HEM 7782-44-7 0, 298 396.3 -1.7 394.6

17778-80-2 o) 298  459.6 —49.4 410.2
T2CUTROL threshold value 417.6
{Ar] 7440-37-1 Ar 346.3 369.2 32
S2VIL/AUT 1333-74-0 H, 394.7 4223 —53.1 369.2
TOHUBMER threshold value >255
TIROC/SUT 7722-84-1 H,0, 643.8 <644
IN] 17778-88-0 N 318.7 342.2 30
S88MAR/REB See Refs. 339.7
8SADA/SMI See Refs. 300 344.7
[¥] 14762-94-8 F 315.1 340.1 25
KRLTA/RAR threchold value 340.1
[¥,] 7782-41-4 F, 305.5 332 20
97CIP/CRE See Refs. 332+20
[H,08i] 22755-01-7:b H,SiO at Si 2955 328 0
93LUC/CUR theory 298 32¢
[Ne] 7440-01-9 Ne 174.4 198.8 27
91GLO/TWI 7440-59-7 He 300 148.5 259 174.4
79HUB/HER threshold value 200.8
68CHU/RUS threshold value 201.3

S3TNIITON 40 SILINIAAVY NOLOYHd ANV $3LLIDISVE 3ISVYHd SYO
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TanLt: 2. Summary of proton transfer thermochemical data for each base M, sorted by gas basicity of M-—Continucd

[Formula)] Reg No(M) Base(M) GB(M) PA(M) AS,(M)
YrSquib Reg No(R) Base(R) T(K) GB(R) AGB(MRT) GB(M) PAR) APAMR)  PAM)  AS,R) AAS(MR) AS,(M)
[He] 7440-59-7 He 148.5 177.8 10.5
TOHUB/HER threshold value 177.8

8¢g9
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3. Annotated Refences to Tables 1 and 2

92ABB/CAB

92ABB/CAN

96ABB/HER

93ABB/MO

90ADA/MCI

84ADA/SMI

85ADA/SMI

89ADA/SMI

81ALD/ARR

91ALL/CRA

90ALL/MCM

96AME/TOR

80ARM/HIG

TTARM/HOD

TSARN

Abboud, J.-L. M., Cabildo, P., Canada, T., Catalan, J.,
Claramunt, R. M., de Paz, J. L. G., Elguero. J., Homan, H.,
Notario, R., Toiron, C., Yranzo, G. 1., J. Org. Chem. 57,
3938 (1992). ICR measurements of GB at 333 K.
Abboud, J.-L. M., Canada, T., Homan, H., Notario, R.,
Cativiela, C., Diaz de Villegas, M. D., Bordeje, M. C., Mo,
O. Yanez, M., J. Am. Chem. Soc. 114, 4728 (1992). ICR
measurement of proton transfer equilibria at a single
temperature.

Abboud, J.-L. M., Herreros, M, Notario, R., Esseffar, M.,
Mo, O., Yanez, M., J. Am. Chem. Soc. 118, 1126 (1996).
ICR. Also G2 calculation of P, and P,H*.

Abboud, J.-L. M., Mo, O., de Paz, J. L. G., Esseffar, M.,
Bouad, W., El-Mouhtadi, M., Mokhliss, R., Ballesteros,
E., Herreros, M., Homan, H., Lopez-Mardomingo, C.,
Notario, R., J. Am. Chem. Soc. 115, 12468 (1993). ICR
measurements.

Adams, N. G., Mcintosh, B. J., Smith, D., Astron.
Astrophys. 232, 443 (1990). Bracketing using SIFT
technique. Bracketing partners indicated for PN but not for
PO, PS nor HCP.

© Adams, N. G., Smith, D., Chem. Phys. Lett. 105, 604

(1984). Determination of enthalpy and entropy changes for
reaction: O,H* +H,=H; +0, through determination of
rate constants for forward and reverse reaction at 80 and at
300 K (SIFT).

Adams, N. G., Smith, D., Chem. Phys. Lett. 117, 67
(1985). SIFDT. Study of the energy dependence of the
reaction: N*CP)+Hy(X'S)) - NH" (XTI +H(’S, ).
Endother-

micity determined to be 1 kJ mol™".

Adams, N. G., Smith, D., Tichy, M., Javahery, G., Twiddy,
N. D., J. Chem Phys. 91, 4037 (1989). Some PA values
determined using variable temperature SIFT measurements
and others determined using nonthermal SIFDT
measurements.

Alder, R. W, Arrowsmith, R. J., Casson, A., Sessions, R.
B., Heilbronner, E., Kovac, B., Huber, H., Taagepera, M.,
J. Am. Chem. Soc. 103, 6137 (1981). ICR.

Allison, C. E., Cramer, J. A., Hop, C. E. C. A,, Szulejko,
J. E., McMahon, T. B, J. Am. Chem. Soc. 113, 4469
(1991).  HPMS.  Temperature  dependence  of
proton-transfer equilibria.

Allison, C. E., McMahon, T. B., J. Am. Chem. Soc. 112,
1672 (1990). FT-ICR biacketing experiments.

Amekraz. B., Tortajada. J., Morizur, J.-P., Gonzalez, A. 1.,
Mo, O.. Yanez, M., Leito, L.. Maria, P.-C., Gal. J.-F., New
J. Chem. 20, 1011 (1996). ICR. Calculations at various
levels of theory.

Armitage, M. A., Higgins. M. J., Lewars. E. G., March, R.
E.. J. Am. Chem. Soc. 102, 5064 (1980). Time-resolved
quadrupole ion store (quistor).

Armentrout. P.. Hodges. R.. Beauchamp. J. L.. J. Am.
Chem. Soc. 99. 3162 (1977). Endothermicity of reactions:
{L"+D,—UD"=DN1.7+0.1 V) and {U”+CD,—UD"
~CDs} determined in an ion beam collision chamber
apparatus.  Using  AH%U.gas)=531.4 kJ mol~'. [P(U)
=6.19405 eV, A HYDI=221.7 kI mol™' and AH(D7)
=1534.1kImol™' gives a deuteron affinity of 995.2
=10kl mol ™",

Amett. E. M., “Proton transfer and the solvation of
ammonium ions.”" in Proton Transfer Reactions, Editors:
E. F. Caldin and V. Gold. Chapman and Hail. London. pp.
79-101 119751 A review which includes many results
from the laboratory of R. W. Taft, some of which are not
published elsewhere. See TAFT for discussion of this set
of results. and how they have been treated in this
evaluation.
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77ARN/CHA

72ARN/JON

89ATT/CAC

92ATT/CAC

93ATT/CAC

96AUD/FOS

AUE

79AUE/BET

79AUE/BOW

16AUE/DAV

81AUE/PED

T2AUE/WEB

Amett, E. M., Chawla, B., Bell, L., Taagepera, M., Hehre,
W. I, Taft, R. W,, J. Am. Chem. Soc. 99, 5729 (1977).
ICR.

Amett, E. M., Jones III, F. M., Taagepera, M., Henderson,
W. G., Beauchamp, J. L., Holtz, D., Taft, R. W., J. Am.
Chem. Soc. 94, 4724 (1972). ICR. Data corrected from
originally reported temperature of 300-350 K.

Attina, M., Cacace, F., De Petris, G., Grandinetti, F., Int. J.
Mass Spectrom. Ion Processes 90, 263 (1989). ICR
bracketing measurements. No indication of which
reference bases were used for bracketing, thus the
tabulated value is just that given in this paper. Reservations
about absolute accuracy, besides that due to the bracketing
technique itself, because of the thermal instability of the
compounds and their protonated ions. Ab initio
calculations on methyl azide at 6-31G**//6-31G* level
gives PA(CH;N;)=817.1 kJ mol .

Attina, M., Cacace, F., Grandinetti, F., Occhiucci, G.,
Ricci, A., Int. J. Mass Spectrom. Ion Processes 117, 47
(1992). FT-ICR. Thermochemistry for proton transfer
equilibria inferred from Figs. 2 and 3. PA(HBO,)
bracketed between PA(CH;0H) and PA(CH,CHO).
Attina, M., Cacace, F., Ciliberto, E., de Petris, G.,
Grandinetti, F., Pepi, I, Ricci, A, J. Aw. Clicm. Suc. 1158,
12398 (1993). FT-ICR and calculations at Gl level of
theory. Measured  proton-transfer  equilibria  of
[H,N-NO,JH" with CH,OH and C4Hj as reference bases
but no AG? values given for thesc systoms, thus data arc
tabulated as if bracketed.

Audier, H. E., Fossey, I, Mourgues, P., Lablanc, D.,
Hammerun, S., Int. J. Mass Spectrom. Ion Processes 157/
158, 275 (1996). ICR. Bracketing measurements and ab
initio calculations.

Aue, D. H., personal communication, University of
California, Santa Barbara, CA.

Aue, D. H,, Betowski, L. D., Davidson, W. R., Bowers, M.
T., Beak, P., Lee, J., J. Am. Chem. Soc. 101, 1361 (1979).
ICR. Data refative to CH;NH, or (CH;);N and expanded
by the factor 350/298.

Auve, D. H, Bowers, M. T, in “Gas Phase Ion
Chemistry,”” M. T. Bowers, Editor (Academic Press, New
York), pp. 1-51. Chapter 9: *‘Stabilities of positive ions
from equilibrium gas-phase basicity measurements.’* ICR.
A review which includes many results from the laboratory
of the authors, some of which have not been published
elsewhere. Data relative to the nearest reference base
shown in Table A. and expanded by the factar 350/208.
More recently, one of the authors has re-interpreted the
proton transfer equilibrium data for the following
hydrocarbons:  I-methyl-cyclopropene  [3100-04-7];
2-butyne [503-17-3]:  3-methyl-1-butyne [508.23.2];
2-pentyne [627-21-4]. Details are reported by D. H. Aue,
in “'Dicoordinated Carbocations and Related Species,”” Z.
Rappoport and P. J. Stang, Editors, Wiley, New York
(1997)

Aue, D. H., Davidson. W. R, Bowers, M. T., J. Am.
Chem. Soc. 98, 6700 (1976). ICR. Data relative to the
nearest reference base shown in Table A and expanded by
the factor 350/298. More recently, one of the authors has
re-interpreted the proton transfer equilibrium data for
cyclopropene [2781-85-3]. Details are reported by D. H.
Aue, in ‘Dicoordinated Carbocations and Related
Species,”” Z. Rappoport and P. J. Stang, Editors, Wiley,
New York (1997).

Aue, D. H.. Pedley, M., Bowers. M. T.. J. Am. Chem. Soc.
103. 5674  (1981).  GB(CH,NC) 67 kJmol™'
(16 keal mol™') above GB(CH,OH). No-other details
given.

Aue. D. H., Webb, H. M., Bowers, M. T.. J. Am. Chem.
Soc. 94. 4726 (1972). ICR. Data relative to CH,NH; and
expanded by the factor 350/298.
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73AUE/WEB

75AUE/WEB

75AUE/WEB2

76AUE/WEB

76AUE/WEB2

S80AUE/WEB

91AUE/WEB

77AUS/LIA

78AUS/LIA
T8AUS/LIA2
AUS/LIA

83AUS/LUT

82AUS/REB

80BAE

83BAR/BAS

84BEA/EYE

E. P. L. HUNTER AND S. G. LIAS

Aue, D. H., Webb, H. M., Bowers, M. T., J. Am. Chem.
Soc. 95, 2699 (1973). ICR. Data relative to n-C3H,NH,
and expanded by the factor of 350/298.

Aue, D. H., Webb, H. M., Bowers, M. T., J. Am. Chem.
Soc. 97, 4136 (1975). ICR. Data relative to CH3NH, and
expanded by the factor of 350/298.

Aue, D. H., Webb, H. M., Bowers, M. T., J. Am. Chem.
Soc. 97, 4137 (1975). ICR. Data relative to CH3;NH,
included here and expanded by the factor 350/298; other
data relative to CH;CHO omitted because the
‘‘semiquantitative’’ values have been superseded by more
recent equilibrium measurements.

Aue, D. H,, Webb, H. M., Bowers, M. T., J. Am. Chem.
Soc. 98, 311 (1976). ICR. Data as relative to the nearest
reference base shown in Table A and expanded by the
factor of 350/298.

Aue, D. H., Webb, H. M., Bowers, M. T., Liotta, C. L.,
Alexander, C. J., Hopkins, Jr., H. P, J. Am. Chem. Soc.
98, 854 (1976). ICR. Data given in graphic form, difficult
to read: Values cited are from 79AUE/BOW review. Such
data is tabulated relative to the nearest reference base
shown in Table A, and is expanded by the factor 350/289.
Aue, D. H., Webb, H. M., Davidson, W. R., Vidal, M.,
Bowers, M. T., Goldwhite, H., Vertal, L. E., Douglas, J. E.,
Koltman, P. A, Kenyon, G. L., J. Am. Chem. Soc. 102,
5151 (1980). ICR.

Aue, D. H, Webb, H. M., Davidson, W. R., Toure, P,
Hopkins, Ir., H. P., Moulik, S. P, Jahagirdar, D. V., J. Am.
Chem. Soc. 113, 1770 (1991).

Ausloos, P., Lias, S. G., J. Am. Chem. Soc. 99, 4198
(1977). ICR. Toluene relative to propionaldehyde and
methyl formate.

Ausloos, P., Lias, S. G., J. Am. Chem. Soc. 100, 1953
(1978). ICR. Entropy changes determined.

Ausloos, P, Lias, S. G, J. Am. Chem. Soc. 100, 4594
(1978). ICR. Bracketing: CCl,<C,H;OC,H;.
Ausloos, P., Lias, S. G., unpublished results.
Bracketing: CH,CHO<CH,=C=CH,<CH,SH.
Ausloos, P., Lutz, C., Schwarz. F., Lias, S. G., Radiat.
Phys. Chem. 19, 303 (1983). From the efficiency of the
reaction:  CyHgO; + [,4-C4HgUy—C4HgUpH ' +C3H,0,,
the proton affinity of the C4H;0, radicai is within
4kJ mol ™! (1 kcal mot™!) of that of p-dioxane.

Ausloos, P., Rebbert, R. E., Schwarz, F. P, Lias, S. G.,
Radiat. Phys. Chem. 19. 27 (1982). ICR. Bracketing:
H,0<c-CqH,,<H.S.

Baer. T.. . Am. Chem. Soc. 102, 2482 (1980). PIPECO
measurements of AH%(C-HI) and AH(CHI) from
C,H:l and C;H,I. For more detailed information see Sec.
3.4 for propene and Sec. 3.8 for ethene. Compare to

ICR.

82ROS/BUF.

Bartmess. J. E.. Basso. T.. Georgiadis. R.. J. Phys. Chem.
87. 912 (1983). ICR. Temperature not specified but taken
to be near 300 K.

Beach. D. B., Evermann, C. J., Smit, S. P.. Xiang, S. F,,
Jolly, W. L..J. Am. Chem. Soc. 106, 536 (1984). The heat
of formation of the M,H™ ion is estimated from the
experimentally  determined  binding  energies  of
isoelectronic neutrat species. Cited proton affinities based
on following data- NJO fraom HNC*O (295 89 eV): CO
from HN*CO (406.44 eVi: HCCF from CH,CO* (540.25
eVt NCF from HNCO* (54016 eV): NH.CN from
C*H:CN 129298 eVi: CHaN, from CHNC* (29237 eV
and CH.C*N2Q2 a4 eVi: HNCO from C*¥H.CO (29113
eV and NH.C*N 140540 eV): CH.CO from B*H.CO
(195,10 eV HN: from NH.C*N (293.46 eV): and CH.CN
from CH:C*CH (291.0 eV) and CH:CC*H (290.4 eV).

Astarisk< indicate the care-ionized atom
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72BEA/HOL

86BER/CUR

91BER/DEC

93BER/HEL

87BIS/RUH

74BLVMCM

95BOG/NES

94BOH/DEC

73BOH/HEM

f0BOH/MAC

8§1BOH/MAC

81BOH/STO

B36BOJ

87BOJ

84BOL/HOU

85BOL/HOU

84BOL/YVE

90BOR/HOU

89BOT

Beauchamp, J. L., Holtz, D., Woodgate, S. D, Patt, S. L,
J. Am. Chem. Soc. 94, 2798 (1972). ICR. Bracketing:
Berkowitz, J., Curtiss, L. A., Gibson, S. T., Green, J. P,
Hillhouse, G. L., Pople, J. A., J. Chem. Phys. 84, 375
(1986). The tabulated PA values are derived only from
experimental set of bond energies and ionization
potentials. PA values derived from the corresponding
theoretical set agree to within 8—12 kI mol ™.

Berthelot, M., Decouzon, M., Gal, J.-F., Laurence, C., Le
Questel, J.-Y., Maria, P.-C., Tortajada, J., J. Org. Chem.
56, 4490 (1991). FT-ICR. The authors conclude that the
substituted pyridines nomicotine and nicotine protonate on
the pyrrolidine N atom, while the others are protonated on
the pyridine N atom.

Berthelot, M., Helbert, M., Laurence, C., Le Questel, J.-Y.,
Anvia, F., Taft, R. W., J. Chem Soc. Perkin Trans. 2, 625
(1993). ICR. Temperature not indicated but assumed to be
~338K.

Bisling, P. G. F., Ruhl, E., Brutschy, B., Baumgartel, H., J.
Phys. Chem. 91, 4310 (1987).

Blint, R. J., McMahon, T. B., and Beauchamp, J. L., J. Am.
Chem. Soc. 96, 1269 (1974). ICR. Bracketing:
C,H,>CH;F>CH,F,=CHF;>CO>HCI>CH,>CF,>N,.
Bogan, D. J., Nesbitt, F. L., Stief, L. J., Durant, J. L., Kuo,
S. C., Zhang, Z., Klemm, R. B., ‘‘Photoionization and
thermochemical study of radicals and ions derived from
ethanol: Theory and experiment,”’ presented at the 13th
International Symposium on Gas Kinetics, Univ. College,
Dublin, " Ireland, Sept. 11-16, 1995. Discharge flow
photoionization mass spectrameter.

Bohm, S., Decouzon, M., Exner, O., Gal, J.-F., Maria,
P.-C., J. Org. Chem. 59, 8127 (1994). FT-ICR.

Bohme, D. K., Hemsworth, R. S., Rundle, H. W., and
Schiff, H. L, J. Chem. Phys. 58, 3504 (1973). Flowing
afterglow. Equilibrium constant determinations through
measurements of forward and reverse rate constants.
Bohme, D. K., Mackay, G. L., Schiff, H. L., J. Chem. Phys.
73, 4976 (1980). Flowing afterglow. Values first reported
in 75SCH/BOH.

Bohme, D. K., Mackay, G. L, J. Am. Chem. Soc. 103,
2173 (1981). Flowing afterglow.

Bohme, D. K., Stone, J. A., Mason, R. S., Stradling. R. S.,
Jennings, K. R., Int. J. Mass Spectrom. lon Phys. 37, 283
(1981). HPMS. Entropy change determinations made.
Bojesen, G., J. Chem. Soc., Chem. Commun. 244 (1986).
MIKE analysis of proton bound dimer ions formed from
the titled amino acids gave the following order of PA’s
Arg>His>Lys>Trp.

Bojesen, G., J. Am. Chem. Soc. 109, 5557 (1987).
Proton-bound dimers composed of different amino acids
were formed by FAB and their decomposition components
analyzed by MIKE. Procedure gives only the relative order
of PA's as follows: Gly<Ala<Cys<Ser<Val<Asp
<Leu<Thr<Ile<Phe<Met<Tyr<Asn<Pro<Glu<Trp
<Gln~Lys<His<Arg.

Bollinger, J.-C., Houriet, R., Yvernault, T.. Phosphorus
Sulfur 19, 379 (1984). ICR. Arguments are given
supporting O atom protonation.

Bollinger, J.-C., Houriet, R., Kern, C. W., Perret, D.,
Weber. J., Yvernault, Y., J. Am. Chem. Soc. 107, 5352
(1985). ICR.

Boilinger, J.-C.. Yvemault G.. Yvernault. T.. Can. J.
Chem. 62, 361 (1984). ICR bracketing.

Borgarello. M.. Houriet. R.. Raczynska E. D.. Drapala. T..
J. Org. Chem. 55, 38 (1990). FT-ICR.

Botschwina. P., J. Chem. Phys. 90, 4301 (1989}. Ab initio
calculations using Meyer’s coupled electron pair
approximation (CEPA).
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¥BOT/SCH

3SBOT/SEB

-86BOU/DJA

88BOU/DIJA

86BOU/HAN

84BOU/HOP

87BOU/HOP
84BOU/HOU
93BOU/JEZ

95BOU/SAL

96BOU/SAL

96BOU/SAL2

71BOW/AUE

72BRIVYAM

81BRO/ABD

89BRO/COO

92BRU/GRE

91 BUK/GRU
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Botschwina P., Rosmus, P., J. Chem. Phys. 82, 1420
(1985). Calculations employing Meyer's coupled electron
pair approximation (CEPA).

Botschwina, P., Schrammi;"H., Sebald, P., Chem. Phys.
Lett. 169, 121 (1990).

Botschwina P., Sebald, P.,, J. Mol. Spectrosc. 110, 1
(1985). Ab initio theory.

Bouchoux, G., Djazi, F., Hoppilliard, Y., Houriet, R,,
Rolli, E., Org. Mass Spectrom. 21, 209 (1986). ICR.

Bouchoux, G., Djazi, F., Houriet R., Rolli, E., J. Org.
Chem. 53, 3498 (1988). ICR.

Bouchoux, G., Hanna, 1., Houriet, R., Rolli, E., Can. J.
Chem. 64, 1345 (1986). ICR.

Bouchoux, G., Hoppilliard, Y., Jaudon, P., Houriet, R.,
Org. Mass Spectrom. 19, 394 (1984). ICR. Protonation is
at carbony! site.

Bouchoux, G., Hoppilliard, Y., Houriet, R., New J. Chem.
11, 225 (1987). ICR.

Bouchoux G., Houriet, R., Tewrahedron Leu. 28, 5755
(1984). ICR.

Bouchoux, G., Jezequel S., Penaud-Berruyer, F., Org.
Mass Spectrom. 28, 421 (1993). ICR bracketing.

Bouchoux, G., Salpin, J.-Y., Leblanc, D., Alcaraz, C.,
Dtuit O., Palm, H., Rapid Commun. Mass Spectrom. 9,
1195 (1995). FT-ICR bracketing.

Bouchoux G., Salpin, J. Y., J. Am. Chem. Soc. 118, 6516
(1996). Result is tabulated as a bracketing measurement,
although the method of determination employs a
‘‘thermokinetic’’ approach that wuses an observed
correlation between the rate constant for proton transfer
and the corresponding AGP value for reaction.

Bouchoux G., Salpin, J.-Y., J. Phys. Chem. 100, 16555
(1996). FT-ICR. Results are tabulated as a bracketing
measurement, although the method of determination
employs a ‘‘thermokinetic’” approach that uses an
observed correlation between the rate constant for proton
transfer and the corresponding AG® value for reaction.
One of the bracketing partners for CH;CHCHO was a
unidentifiable ‘‘benzylacetone.’”

Bowers, M. T., Aue, D. H., Webb, H. M., Mclver, R. T, J.
Am. Chem. Soc. 93, 4314 (1971). ICR. Data relative to
(CH;)3N and expanded by the factor of 350/298.

Briggs, J-P., Yamdagni, R., Kebarle, P., J. Am. Chem.
Soc. 95, 5128 (1972). HPMS.

Bromilow, J., Abboud, J. L. M., Lcbrilla, C. B., Taft, R.
W., Scorrano, G.. Lucchini, V.. J. Am. Chem. Soc. 103,
5448 (1981). ICR. Values of AG” for 41 proton transfer
reactions. Compounds studied did not include ammonia or
isobutene, but did include acctone. Acctone was uscd by
the present authors to tie the thermochemical ladder to
other results from the laboratory (see comments under
TAFT).

Brodbelt-Lustig, J. S.. Cooks. R. G., Talanta 36, 255
(1989).

Bruna, P. J.. Grein. F. J. Phys. Chem. 96. 6617 (1992). Ab
initto calculations indicate that HSiS™ 1s linear while
SiSH™ is bent. Compare with calculations of 89FOX/
WLO.

Buker, H.-H.. Grutzmacher. H.-F.. Int. J. Mass Spectrom.
lon Processes 109, 95 (1991}, FT-ICR study. Authors state
that proton-transfer equilibria was observed between NH;
and 3.5-di-t-butyl toluene and between
N-methyiformamide and 1.3.5-tri-t-butyl-benzene.
Resultant GB values of the aromatic compounds were
given but not AG" values for the reactions.

93BUR/GAS

82BUR/HAY

83BUR/HOL

84BUT/KUD

89CAC/ATT

9NCAC/ATT

90CAC/ATT2

92CAC/ATT

-greater
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Burlet O., Gaskell, S. J., J. Am. Soc. Mass Spectrom. 4,
461 (1993). CID study using the kinetic.
GB(pyridylethylcysteine) was found to be considerably
“than GB(cysteine), and
GB(dimethylpyrimidylornithine) was slightly less than
GB(arginine).

Burdett, N. A., Hathurst, A. N, J. Chem. Soc., Faraday
Trans. 1 78, 2997 (1982). Hydration enthalpies and

entropies, respectively, for the reaction
M* +H,0=MOH; and referred to 298 K were measured
as follows: M=Na, — 101 kJ mol ™ and
—-90.0J(moiK)™; M=K, -71 kimol™' and

—86J (mol K)™'. Using AH°(H,0)=-241.8 kJ mol},
AHC(H*)=1530 kJ mol ™!, S°(H,0)=188.7 J (mol K)~',
AHO(NaOH)=—197.8 kJ mol ™/, AH®(Na*)=602.9
kI mol™!, §%Na*)=147.9J (molK)~' and S$®(NaOH)
=228.4, yiclds PA(NaOH)=1072.1KJ mol™'  amd
AS,(NaOH)=18.2J (mol K)~".  Using  AH°(KOH)
=-2343kImol™!, AH®(K*)=507.9kI mol~', SO(K*)
=1546T(mol K)™' and SY(KOH)=236.3, yields
PA(KOIN=1100.6 kJ mul ™! and A5, (KOH)-21
J (mol K)™".

Burgers, P. C., Holmes, J. L., Mommers, A. A., Szulejko,
J. E., Org. Mass Spectrom. 18, 596 (1983). Appearance

energy measurements gave A H(2-propenyl cation)
=(969*+5)kJmol™!. This value combined with
AHO(CH,CCH)=187 kI mol™'  yields PA(CH,CCH)

=(748*5) kJ mol ™.

Butman, M. F., Kudin, L. S., Krasnov, K. S., Zh. Neorg.
Khim. 29, 2150 (1984); English translation, Russ. J. Inorg.
Chem. 29, 1228 (1984). Determinations of enthalpies of
reactions of the type: M;OH*=M* +MOH(solid). Using
AHO(Li,0,g25)=—167.4 kI mol ™',  AH (Li*)=679.6
kI mot™" and AH®(LiOH, solid)=—485 kI mol™! gives
PA(Li,0)=1206 kI mol~'.  Using  AH®(Nay0,gas)
=-25.1 kImol™!, AH'(Na*)=602.9kimol~! and
AH°(NaOH, solid)=—425.9 kJ mol™' gives PA(Na,O)
=13759 Kimol™\. Using AH(K,0.gas)=-142.3
K mol™!, AH®(K*)=507.9kImol™' and AH°(KOH,
solid)=—424.7 kJ mol—1 gives PA(K,0)=1342.5
Kmol™".  Using  AH%Cs,0.ga5)=—92kJ mol™!,
AH(Cs™)=451.8 kIimol™' and AHO(CsOH, solid)
=-416.7 kJ mol ™! gives PA(Cs,0)=1442.9 kJ mol ™.

Cacace, F., Attina, M., de Petris, G., Speranza, M., J. Am.
Chem. Soc. 111, 5481 (1989). Data from this reference are
tabulated under 90CAC/ATT.

Cacace, F . Attina, M_, de Petris, G., Speranza, M., J. Am.
Chem. Soc. 112, 1014 (1990). ICR. A more complete and
detailed account of results first reported in 89CAC/ATT.
PA(H,0)<PA(HNO;)<PA(CF;CH,OH). Also found that
H.NO; dissociates to NOT and H,O under all conditions
regardless of the protonating agent. Evidence of two
isomeric structures, ie.. (HO)NO™ and H,O-NO; with
the latter structure being more stable.

Cacace, F., Attina, M., De Petris, G., Grandinetti, F.,
Speranza, M., Gazz. Chim. Ital. 120, 691(1990). ICR
proton-transfer equilibria. Temperature not explicitly
stated but is said to be 298 K in a subsequent re-evaluation
(93CAC/ATT). Ab initio calculations yield PA(HN,)
=(731.7=16) ki mol ™' at 0 K and (737= 16) kf mol "' at
298 K.

Cacace. F.. Attina, M.. Speranza, M., de Petris, G,
Grandinetti, F., J. Org. Chem. 58, 3639 (1993). ICR
bracketing and MIKE measurements. Ab initio calculations
vield PA(HN,J=(744.3=8) kI mol™" at 0 K and (750.6
=8) kJmol ™' at 298 K.
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94CAC/ATT

93CAC/DEP

94CAC/SPE
96CAR/CAS

94CAR/SCH

83CAS/FRE

84CAS/FRE

83CAS/KIM

88CAT/CLA

83CAT/ELG

84CAT/PAZ

88CAU/CER

T9CEY/TIE

9SCHE/KAS

T2CHE/LAM

E. P. L. HUNTER AND S. G. LIAS

Cacace, F., Attina, M. de Petris, G., Speranza, M., J. Am.
Chem. Soc. 116, 6413 (1994). FT-ICR study of the
equilibrium (HNO;)H* +CH;0H=(CH;0NO,)H* +H,0
exploits the fact that protonated HNO; and CH;0NQ, are
both structurally loosely bound complexes of H,O and
CH;OH to NO; (see 92LEE/RIC, 92LEE/RIC2 and
90CAC/ATT) which rcadily transfer NO{ between bascs.
Cacace, F., de Petris, G., Grandinetti F., Occhiucci, G., J.
Phys. Chem. 97, 4239 (1993). ICR. The paper states that
GB(H,N-CN) was determined by equilibrium proton
transfer using i-C3H;CN and o-xylenc as rcfercnce bascs
but no data are given. A figure showing the time
dependence of ion intensities associated with the
equilibrium NH,-CNH* +1i-C;H,CN=NH,-CN
+i-C;H,CNH* would suggest that GB(NH,—CN)
=GB(i-C;H,CN) + 2 kJ mol ™. This is the value tabulated
here. Ab initio calculations suggest that the most stable
protonated form has the proton on the N of CN in a linear
arrangement, while protonation at the amino N and at C are
less stable by 94kJmol™! (22.4kcalmol™!) and
226 kJ mol ™' (54 kcal mol™?), respectively.

Cacace F., Speranza, M., Science 265, 208 (1994). FT-ICR
bracketing.

Carr S. R, Cassady, C. J., J. Am. Soc. Mass Spectrom. 7,
1203 (1996). FT-ICR bracketing.

de M. Carneiro, J. W, von R. Schieyer, P., Saunders, M.,

Remington, R., Schaefer III, H. F., Rauk, A., Sorenson, T.

S., J. Am. Chem. Soc. 116, 3483 (1994). Ab initio study
found the C-C protonated structure as global minimum.
Cassady, C. J., Freiser, B. S., Russell, D. H., Org. Mass
Spectrom. 18, 378 (1983).

Cassady, C. I, Freiser, B. S., J. Am. Chem. Soc. 106, 6176
(1984). ICR. Bracketing: GB(Pyridine)<GB(FeO)
<GB(1-Propylamine).

Caserio, M. C,, Kim, §. K., J. Am. Chem. Soc. 105, 6896
(1983). ICR. Equilibrium. Thioketene determined relative
to ketene.

Catalan, J., Claramunt, R. M., Elguero, I., Laynez, I,
Menendez, M., Anvia, F., Quian, J. H., Taagepera M.,
Taft, R. W., J. Am. Chem. Soc. 119, 4105 (1988). ICR.
Temperature assumed to be 300 K.

Catalan, J., Elguero, J., Flammang, R., Maquestiau, A.,
Angew. Chem. (Engl. Ed.) 22, 323 (1983). Relative proton
affinities of imidazole and benzimidazole
(benzimidazole>imidazole) estimated by kinetic method,
observation of the relative importances of modes of
dissociation of proton-bound dimers (see 81 MCL/CAM).
Catalan, J., de Paz. J. L. G., Yanez, M., Elguero, J., I. Am.
Chem. Soc. 106, 6552 (1984). ICR. Data cited are from:
J.-F. Gal and R. W. Taft (personal communication).
Cauletti. C., Cerichelli. G., Grandinetti, F., Luchetti, L.,
Speranza. M.. J. Phys. Chem. 92, 2751 (1988). FT-ICR
measurements. Some GB values obtained by the
bracketing technique, others by observing proton transfer
equilibrium. The reference bases used are indicated but not
with which compounds. Since the GB values of the
reference bases used are, on average, 7 kJ mol ™' greater in
this current evaluation, the reported results in this paper are
increased by 7 kJ mol™!. Temperature not indicated but
probably ~ 333 K. as per other papers {rom this group.
Cever, S. T., Tiedemann, P, W., Mahan. B. H.. Lee, Y. T..
J. Chem. Phys. 70. 14 (1979). Absolute determination of
the proton affinity of NH, from appearance potential of
NHy from (NHz)».

Chen. G.. Kasthurikrishnan, N.. Cooks. R. G.. Int J. Mass
Spectrom. lon Processes 151, 69 (1995). Result is
tabulated here as a bracketing measurement: the method of
determination is the kinetic method.

Cheng T. M. H.. Lampe. F. W, Chem. Phys. Lett. 19, 532
€19734. Bracketing: C-H,, CH <SiH,<CH-.
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95CHE/STO

93CHE/WU

72CHO/FRA

72CHO/FRA2

95CHO/SMI

71CHU/BER

68CHU/RUS

95CHY/SQU

97CIP/CRE

85CLE/MUN

83COL/MCM

76COO/KAT

77COO/KRU

76COR/BEA

78COR/BEA

72COT/ROZ

Chen, Q.-F, Stone, J. A., J. Phys. Chem. 99, 1442 (1995},
HPMS from about 450 to 600 K.

Cheng, X., Wu, Z,, Fenselau, C., J. Am. Chem. Soc. 115,
4844 (1993). MIKE and CID study of proton-bound
dimers. Derived PA values are based on the 1984 scale but
have been adjusted to this new scale.

Chong, S.-L., Franklin, J. L., J. Am. Chem. Soc. 94, 6347
{1972). HPMS; equilibria relative to CH;OH.

Chong, S.-L., Franklin, J. L., J. Chem. Soc. 94, 6630
(1972). HPMS; cquilibria relative to (CHj),O.

Chou, P. K., Smith, R. L., Chyall, L. J., Kenttamaa, H. I,
J. Am. Chem. Soc. 117, 4374 (1995). ICR. Bracketing.
Found that electron transfer occurred in competion with
proton transter with bases having ronization energies less
than about 9.4 eV.

Chupka W. A., Berkowitz, J., J. Chem. Phys. 54, 4256
(1971). Threshold for photoionization efficiency curve of
CH{ in methane.

Chupka, W. A, Russell, M. E., J. Chem. Phys. 49, 5426
(1968).

Chyall, L. J., Squires, R. R., Int. J. Mass Spectrom. Ion
Processes 149, 257 (1995). Determined transtational
energy thresholds for the endothermic proton transfer
reactions; CsHsNH* +NH;—NH; +C;H;N, AH%(298 K)
=(78.7%5.0) kImol '[(18.8%1.2) kcal mol™']  and
¢-C3Hj +NHy—c-CiH,+NH;  AH%(298 K)=(97.5+8)
kJ mol~{(23.3%1.8) kcal mol™'].

Cipollini. R.. Crestoni. M. E.. Fornarini. S.. J. Am. Chem.
Soc. 119, 9499 (1997). CID results on the reaction,
F,H* —HF" +F, yielded a threshold dissociation energy of
(1.6£0.2) eV. Combined with AHYHF")=1273.3
kImol™! and AHYF)=794kImol™!. this yields
AHYE,HY)=(1198%20) kJ mol ™' and finally
PA(F;)=(332%20) kJ mol ™.

Clemens, D., Munson, B., Anal. Chem. 57, 2022 (1985).
HPMS. Bracketing. GB(Benzonitrile)<GB[(CH;3);SiOH]
<GB(Tetrahydrofuran).

Collyer, S. M., McMahon, T. B., J. Phys. Chem. 87, 909
(1983). ICR. Equilibrium reported between PF; and
CF,CN contradicts earlier bracketing results (80DOV
MCM and 78COR/BEA).

Cook, M. 1., Katrisky, A. R., Taagepera, M., Singh, T. D.,
Taft, R. W., J. Am. Chem. Soc. 98, 6048 (1976). ICR. Data
corrected to 350 K.

Cooks, R. G., Kruger, T. L., J. Am. Chem. Soc. 99, 1279
(1977). Dissociation of proton bound dimers indicates
C;HgNH,<CsH,NH, ; CeHsNH,<3-CH,C,HNH, .
n-C4;HgNH,<c-CsHsN: Results not included.

Corderman. R. R., Beauchamp, J. L., Inorg. Chem. 15, 665
(1976). ICR. Data relative to (CH3);N and (C,Hs),NH: T
=350 K assumed.

Corderman, R. R.. Beauchamp, J. L., Inorg. Chem. 17.
1585 (1978). ICR. Equilibrium between PF; and CH;Cl
observed. but K could not be measured. Values marked
with {(*) are cited in this paper as ‘"Koppel and Taft,
unpublished data™.

Cotter, R. J.. Rozett, R. W., Koski, W. S.. J. Chem. Phys.
S§7. 4100  (1972). Measured onset  of  reaction.
tH.0"+H,—H; +OH) as (1.82x0.05) eV. Using
AHY(H,0)=-2418 ki mol™!, AHYOH)=38.9kJ mol™'
and IP(H,0)=12.62¢V. vyields PA(H,)=(417.6=4.8)
k) mot ™!



87CRE/FAR

95CRE/FOR

91CUR/BRA

92CUR/NOB

76DAV/KEB

78DAV/LAU

87DEA/MAU

93DEC/ERT

92DEC/EXN

94DEC/EXN

94DEC/EXN2

96DEC/EXN

91DEC/GAL

93DEC/GAL

82DEF/HEH

77DEFMCI

R0DEF/MC1
85DEF/MCL
93DEL

9SDEN/ETI

94DEP/OCC
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Creasy, W. R., Farmrar, J. M, J. Chem. Phys. 87,
5280 (1987). Determined the following dissociation
energies:  DE(Li*(HCl)—Li* +HCI)=(0.83£0.04) eV,
DE(Li*(HBr)—Li* +HBr)=(0.88%0.04) eV, from which
AH[Li* (HCI)]=506 kJ mol~!(121 kcal mol ™) and
AH[Li* (HBr)]=556 kJ mot™~!(133 kcal mol ') are
inferred. These lead to PA(LICl)=(827+54) kJ mol™! and
PA(LiBr)=(819%54) kJ mol™". All other AH values are
taken from 88LIA/BAR.

Crestoni, M. E., Fornarini S., Kuck, D., J. Phys. Chem. 99,
3150 (1995). FT-ICR.

Curtiss, L. A., Brand, H., Nicholas, J. B., Iton, L. E.,
Chem. Phys. Lett. 184, 215 (1991). PA values at 0 K
calculated using GAUSSIAN-1 package.

Curtiss, L. A., Nobes, R. H., Pople J. A, Radom, L., J.
Chem. Phys. 97, 6766 (1992). The calculations indicate
that protonation of CS is favored on the C end yielding a
linear ion. Protonation at the S end yields a bridged
structure and is 317 kJ mol ™' (75.8 kcal mol ™) less stable.
Davidson, W. R., Kebarle, P., J. Am. Chem. Soc. 98, 6133
(1976). HPMS measurements yieldled AH%=-70.7
Kmol™' (—169kcalmol™) and AS°=-833
J(mol K)™! for the reaction K*+H,0/—KOH;. Using
AH°(KOH)=—234.3 kJ mol ', AH(K*)=507.9
Kmol™!, S%K*)=154.6J(molK)™' and S°(KOH)
=236.3, yields PA(KOH)=11003kimol™' and
AS,(KOH)=23.7 J (mol K)™".
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56, 1016 (1978). HPMS.
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J. Am. Chem. Soc. 115, 12071 (1993). FT-ICR.
Decouzon, M., Exner, O., Gal, I.-F., Maria, P.-C., J. Org.
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Chem. Soc. 99, 3853 (1977). ICR. Bracketing. D™ transfer
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M=Li, —142.2kJ mol ™! and —96.2 J (mol K)~'; M=Na,
—100.4 kJ mol™" and —90.0 J (mol K)~'; M=K, —74.9
Kimol™' and -90473{(molK)™"; M=Rb, —665
kJ mol ™! and —88.7 J (mol K)™'; M=Cs, —57.3 kJ moi™’
and -81.2J (mol K)™'. Using AH(H,0)=-241.8
kI mol™', AH°(H*)=1530 kimol™', S°(H,0)=188.7
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=182 J(molK)™". Using AH*(KOH)=-2343
kI mol™!, AHYUK*)=5079 Kimol™!, S%K*)=154.6
J(motK)™' and S%KOH)=236.3, yields PA(KOH)
=1104.5kJmol™' and AS,(KOH)=16.6J (mol K)~".
Using AH%CsOH)=-259.4 Kkimol™!, AHYCs")
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S%(CsOH)=254.7, yields PA(CsOH)=1117.9 kJ mol™'
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Elkind, J. L., Armentrout, P. B., J. Phys. Chem. 90, 5736
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K., J. Chem. Phys. 59. 6405 (1973). Flowing afterglow.
Fernandez, M. T., Jennings, K. R., Mason. R. S.. J. Chem.
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Freeman, C. G, Harland, P W, McEwan, M. J_, Int. J.
Mass Spectrom. Ion Phys. 27, 77 (1978). Flowing
afterglow.
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afterglow. Bracketing.

French, M., Kebarle, P., Can. J. Chem. 53, 2668 (1975).
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(C,Hy +CH=C,Hy +H,+CH,) as 44kImol™' (105
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PA(C,H)=681.7kI mot™!, AH®(C,H,)=52.3 ki mol ™'
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Greco, F., Liguori, A., Sindona, G., and Uccella, N., J.
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phase acidity of the phenyl radical (1552 or
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transfer from acids to o-benzyne radical anion (0-CgH; ).
From this value and an EA(C¢H,)=12.9 kcal mol™}, the
values AH(0-CoH; )=385 kI mol ™' (92 kcal mol ') and
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Halle, L. F., Klein, F. S., Beauchamp, J. L., J. Am. Chem.
Soc. 106, 2543 (1984). Determination of D°(Fe*-H)
=(247=21)kimol™'  [(59%£5) kcal mol™'}.  Using
IP(Fe)=7.9024 eV gives PA(Fe)=(796=21) kI mol~".

Haney, M. A., Franklin, J. L., J. Chem. Phys. 50, 2028
(1969). Concluded 4.1 eV (386 kJmol")sPA(Hl)
<4.3eV (414 kI mol™").

Harris, H. H., Crowley, M. G., Grossheim, T. R,
Woessner, P. J., Leventhal, J. J., J. Chem. Phys. 59, 6181
(1973). Measured onset of Hy +He—H"* +H,+He.

Harrison, A. G., Houriet, R., Tidwell, T. T., J. Org. Chem.
49, 1302 (1984). ICR. Details not given; gas basicities of
compounds relative to ammonia listed. Values adjusted
here for consistency with this compilation.

Hartman, K. G, Lias, S. G, Int. J. Mass Spectrom. Ion

Phys. 28, 213 (1978). ICR. Entropy change determinations
included.

Harrison, A. G., Lin, P.-H., Tsang, C. W, Int. J. Mass
Spectrom. Ion Phys. 19, 23 (1976). Trapped ion mass
spectrometry.

Heck, A. J. R., de Koning, L. I, Nibbering, N. M. M,, Org.
Mass Spectrom. 28, 245 (1993). FT-ICR. Bracketing.

Hehre, W. J,, Mclver, Jr., R. T., Pople, J. A., Schleyer, P.
v. R, J. Am. Chem. Soc. 96, 7162 (1974). ICR. Data
related to TAFT scale; temperature assumed to be 350 K.

Heilbronner, E., Honegger, E., Lecoultre, J., Grob, C. A.,
Houriet, R., Rolli, E., Helv. Chim. Acta 69, 2114 (1986).
ICR.

Hemsworth, R. S., Rundle, H. W., Bohme, D. K., Schiff,
H. 1., Dunkin, D. B., Fehsenfeld, F. C., J. Chem. Phys. 59,
61 (1973). AH® and AS° measurements for CO,~CH, and
N,0-CO systems. Flowing afterglow. (196-553 K).

Hendewerk. M. L., Frey, R., Dixon, D. A,, J. Phys. Chem.
R7. 2026  (1983). ICR. Bracketing: (CH,),N
<(CH3;);SiN(CH3),—(C,H;s),NH<(iso-C;H;)(CH;)N.

Henderson, W. G., Taagepera, M., Holtz, D., Mclver, Jr.,
R. T., Beauchamp, J. L., Taft, R. W., J. Am. Chem. Soc.
94, 4728 (1972). ICR. Temperature assumed to be 350 K.

Hendewerk, M. L., Weil, D. A,, Stone, T. L., Ellenberger,
M. R, Fameth, W. E., Dixon, D. A, J. Am. Chem. Soc.
104, 1794 (1982). ICR. Bracketing.

Hernandez-Laguna, A., Abboud, J.-L., Homan, H.,
Lopez-Mardomingo, C., Notarig, R., Cruz-Rodriguez, Z.,
Haro-Ruiz, M. D., Botello, V., J. Phys. Chem. 99. 9087

(1008 FT ICR and <& ind

QOS}. calculations. The titled

molecule and all reference bases employed undergo proton
bound cyclization, so entropy changes and PA values are
uncertain.

Heuich, R. L., Cole, T.. Freiser, B. 5., Int. J. Mass
Spectrom. lon Processes 81. 203 (1987). PA(CH:0-B=0)
was bracketed between CH;OH and CH;CHO. No
experimental conditions were reported.

Hiraoka. K., Int. J. Mass Spectrom. fon Phys. 27, 139
(1978). HPMS. Arrhenius plots of kg, for H;O™+i-C Hy
and H,S™ +i-C,Hg. Reaction activation energies are taken
as a measure of enthalpy changes for the proton transfers.
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75HIR/KEB

T6HHIR/KED

TTHIR/KEB

9SHIR/NAS

7SHOD/BEA

85HOD/BEA

80HOD/HOU

80HOD/MCD

Hiraoka, K., Kebarle, P., Can. J. Chem. 53, 970 (1975).
HPMS. AH[C,HY +CH,=C;Hy]=-27.6 kI mol™' ang
AS°[C,HS +CH,=C;Hy ]=—98 ) (mol K)~". Using
PA(C,H,)=680.5 kJ mol~}, AHYCHg)=—1046
K mot™!, AH®(CH,)=—74.5kI mol™' and AH(C,H,)
=52.3 kI mol™" yields PA(C;Hg)=625.7 kJ mol ™. Using
AS,(C;H)=11.51 (mol K)~", S%(C;Hg)=2700
J(mol X)™', $°(CH,)=186.2J (mol K)™' and S°(C,H,)
=219.5J (mol K)~', yields AS,(CsHg)=49.2 J (mol K)~'.
Iliroaka, K., Kcbarle, P., J. Am. Chem. Soc. 98, 6119
(1976). HPMS. A and B: The enthalpy and entropy of
reaction was determined from the equilibrium constant for
the process: C,Hy +H,=C,H; . Different values were
obtained at low (— 17 k¥ mol™!) (—4.0 kcal mol™!) and
—82J(molK)™' [—19.6cal (mol K)™']) and at high
(=49 K mol™!) (—11.8 kcal mol™!) and —104.6 [—25
cal (mol K)™']) temperature regimes. The authors interpret
this as evidence for two C,H; structures, indicated as A
(associated with the low temperature measurement and
having C-H protonated structure) and B (associated with
the high temperature measurement and having a C-C
protonated structure) in Table 2. Using AH®(C,H,)

=-84.1kImol™!, AHICH)=523kImol™! and
PA(C,H,)=680.5kJ mol™' gives PA(C,Hs;—B)=593.1
Kimol™' and PA(C,Hs-A)=561.4kImol™!. Using
SO(C,H,)=219.5J (mol K)™!, ASH(CH)=114
J (mol K)7!, §%C,Hg)=229.6 J (mol K)™! gives
AS,(C;Hg)=2741(molK)™". Also measured the
thermochemistry for the association reaction of
see-CyHS +CH, = iso-CH}, obtaining AH"=
— 142K mol™!  (—34kcalmol™!) and AS=
—83.7 ) (mol K)~! [ =20 cal (mol K)™']. Using

PA(C;Hg)=751.6 kJ mol™', AH°(CH,)=-74.5k] mol™',
AHCHg)=20.1kKImol™}, and AH(iso-CiHyp)
=—134.3 kI mol ™! yields PA(iso-C4H,)
=6859kImol~!, Using S§°(CH,)=186.2J (mol K)™},
S9(CyHg)=267.1 J (mol K)™, §%iso-C4H,p)
=2946J (molK)™', and AS,(C;Hg)=12]J (mol K)™*
yields AS(is0-C4H,0)=87 J (mol K)~".

Hiroaka, K., Kebarle, P., J. Am. Chem. Soc. 99, 360

(1977). Measured AH°=-469kImol™" (-112
kealmol™!)  and  ASO=—02J(molK)™'  (-22
cal (motK)™") for the reaction -C,Hg+H,0
=CHOHy . Using PA(is0-C4Hg)=802.1kJ mol ™',

AH (is0-CiHg)— 167 K mol™',  AH°(H,0)=-241.8
Kmol™!, and AH(s-CH©OH)— —312.5kI mol™!,
yields PA(¢-C4HyOH) = 795kJ mol ™. Using
§%iso-C,Hg)=293.7J (mol K) 7, 5%(H,0)=188.7

J(molK)™',  8%:-CHeOH)=326.4] (mol K)™'  and
AS(iso-CHg)=20,  vyields  AS(t-CH;0H)=84
J(mol K)™.

Hiraoka, K., Nasu, M., Fujimaki, S., Yamabe, S, J. Phys.
Chem. 99, 15822 (1995). Measured the activation energy
for the reaction (N,),H"+NF;=2N,+NF;H™  as
7.5k mol™" (1.8 kcal mol™'). Combining this with
PA(N,)=493.8 k] mol™' and the dissociation energy for
(Ny),H"2=N,H* +N, of 67 kJ mol ™ yields
PANF))=555.2 \J ol

Hodges, R. V., Beauchamp, J. L., Inorg. Chem. 14, 2887
(1975). ICR. Data related to TAFT scale.

Hodges, R. V., Beauchamp, J. L., Ashe, III, A. ., Chan,
W.-1., Organometail. 4, 45/ (1983). ICR. Deuterium
labelling experiments indicate that CsHsP is protonated at
P and that CsHAs is C protonated.

Hodges, R. V., Houle, F. A., Beauchamp, J. L., Montag, R.
A., Verkade, J. G., J. Am. Chem. Soc. 102, 932 (1980).
ICR.

Hodges, R. V., McDonnell, T. J., Beauchamp, J. L, . Am.
Chem. Soc. 102, 1327 (1980). ICR.



94HOK/YAN

89HOL/LOS

97HOM/HER

73HOP/BON

89HOP/HOL

84HOP/JAH

94HOR/GLA

78HOU/BEA

79HOU/BEA

89HOU/FEN

85HOU/ROL

83HOU/RUF

GAS PHASE BASICITIES AND PROTON AFFINITIES OF MOLECULES

Hoke, S. H,, Yang, S. S, Cooks, R. G., Hrovat, D. A,,
Borden, W. T., J. Am. Chem. Soc. 116, 4888 (1994).
Kinetic method. Rate data was analyzed according to
values of the current evaluation, but according to gas
basicity values instead of proton affinity values.

Holmes, J. L., Lossing, F. P., Int. J. Mass Spectrom. Ion
Processes 92, 111 (1989). PA values are all derived from
AH values of the corresponding free radicals and radical
cations. For the keto radicals, protonation occurs on the
carbonyl O atoms. For the hydroxy and amino radicals,
protonation occurs on the hydroxy O and amino N atoms,
respectively. For the following radicals, the site of
protonation is underlined: CH,CHCH, -, CH,C(CH;)CH,-,
and HCCCH,-.

Homan, H., Herreros, M., Notario, R., Abboud, J.-L. M.,
Esseffar, M., Ma, O, Yanez, M., Foces-Foces, C.,
Ramos-Gallardo, A., Martinez-Ripoll, M., Vegas, A.,
Molina, M. T., Casanovas, J., Jimenez, P., Roux, M, V_,
Turrion, C., J. Org. Chem. 62, 8503 (1997). ICR.
Hopkins, J. M., Bone, L. L, J. Chem. Phys. 58, 1473
(1973). HPMS.

Hup, C. E. C. A, Holmes, J. L., Ruttink, P. J. A.,
Schaftenaar, G., Terlouw, J. K., Chem. Phys. Lett. 156,
251 (1989). Appearance energy measurements. N atom
protonation of HNCO determined by comparison of CA
mass spectra of protonated HNCO with the ion formed
from dissociative ionization of CH;CONH,, ie,
CH,CONH,—H,NCO*+-CH;+e™'.  Also  obtained
AHO(H,NCO")=672 kI mol™}; using A H°(HNCO)
=—104.6 ki mol™' yields PA(HNCO)=753 kJ mol™!. O
atom protonation of HCNO determined by comparison of
CA mass spectra of CI protonated HCNO with the ion
generated from dissociative ionization of CH;CH=NOH,

ie., CH;CH=NOH—HCNOH"'+-CH;+e™". Also ob-
tained AH*(HCNOH*)=990 kJ mol '; using
AH(HCNO)=218 kI mol ™!  yields PA(HCNO)=758
kJ mol ™.

Hopkins, Jr., H. P., Jahagirdar, D. V., Moulik, P. S., Aue,
D. H., Webb, H. M., Davidson, W. R., Pedley, M. D, J.
Am. Chem. Soc. 106, 4341 (1984). Gas basicities of
2,6-di-t-butylpyridine and 2,6-diisopropylpyridine
estimated from relative intensities of ammonium
ion fragments produced from the decomposition of
metastable proton bound complexes with
2,2,6.6-tetramethylpiperidine  and  N-methyl-cis-3,5-
dimethylpiperidine. respectively

Horan, C. J., Glaser, R, J. Phys Chem. 98, 3989 (1994).
Also reports calcualtions of methyl cation affinity of N,.
Houle, F. A., Beauchamp, J. L., J. Am. Chem. Soc. 100,
3290 (1978). Determination of ionization potentials of
atlyl and benzy! radicals.

Houle, F. A, Beauchamp, J. L., J. Am. Chem. Soc. 101,
4067 (1979). Determination of ionization potentials of
cthyl, isopropyl. and tert butyl radicals.

Houriet, R., Feng, W., Vogel, E., Wolfrum, P., Schwartz,
H.. Int. J. Mass Spectrom. Ion Processes 91, R1 (1989).
I[CR measurements of proton-transfer equilibrium
constants at 313 K using various reference bases yielding
GB values. The GB of N.N'-hexamethylene-syn-
1.6:8.13-diimino[ 14]Jannulene was found by bracketing
experiments to be equal to the GB of the corresponding
pentamethylene compound, species 123524-79-8 and
123524-78-7. respectively.

Houriet. R.. Rolli. E., Bouchoux. G.. Hoppilliard, Y.. Helv.
Chim. Acta 68. 2037 (1985). ICR. Authors suggest that
protonation occurs at the a-C with the possible exception
of 2.5-denvitives.

Houriet. R.. Rufenacht. H.. Carrupt, P.-A., Vogel. P.,
Tichu, M.. J. Am. Chem. Soc. 105, 3417 (1983). ICR.
Temperature not specified but assumed to be 300 K.

80HOU/SCH

81HOU/SCH

86HOU/SCH

80HOU/VOG

79HUB/HER

92HU/SHE

88IKO/SUN

82IKU/KEB

89IRVBEA

96IR/MAU

90ISA/OMO

89JAC

89JAC/GOR

85JAS/STE

90JAV/GLO

96JEB/ZHA

84JEN/MOR

81JON/BIR

89KAF/MAU

86KAM/YOU

85KAR

647

Houriet, R., Schwarz, H., Zummack, W., Angew. Chem.
Int. Ed. 19, 905 (1980). ICR.

Houriet, R., Schwarz, H., Zummack, W., Andrade, J. G.,
Schleyer, P. v. R,, Nouv. J. Chim. §, 505 (1981). ICR.
Bracketing. All gas basicities lay between dimethyl ether
and n-propanol.

Houriet, R., Schwitzguebel, T., Carrupt, P.-A., Vogel, P.,
Tetrahedron Lett. 27, 37 (1986). ICR.

Houriet, R., Vogt, J., Haselbach, E., Chimia 34, 277
(1980). ICR. Details not given.

Huber, K. P., Herzberg, G., ‘‘Molecular Spectra and
Molecular Structure Constants of Diatomic Molecules,”
Van Nostrand Reinhold, New York (1979).

Hu, C.-H., Shen, M., Schaefer III, H. F., Chem. Phys. Lett.
190, 543 (1992). Ab initio study at various levels of theory
and basis sets. Tabulated PA(SiH,) value used triple-zeta
plus double polarization (TZ2P) basis set and single/
double eacitation coupled cluster (SDCC) as wcthod.
Ikonomou, M. G., Sunner, J., Kebarle, P., J. Phys. Chem.
92, 6308 (1988). High pressure mass spectrometry.

Tkuta, S., Kebarle, P., Bancroft, G. M., Chan, T,
Puddephatt, R. J., J. Am. Chem. Soc. 104, 5899 (1982).
HPMS. Equilibria at 320 and 348 K: Entropy change
assumed equal to zero.

Irikura, K. K., Beauchamp, J. L., J. Am. Chem. Soc. 111,
75 (1989). FIE-ICR.

Irikura, K. K., Meot-Ner, M., Sieck, L. W, Fant, A. D.,
Liebman, J. F., J. Org. Chem. 61, 3167 (1996). HPMS;
bracketing and ab initio calculations.

Isa, K., Omote, T., Amaya, M., Org. Mass Spectrom. 25,
620 (1990). Combination of FAB to produce proton-bound
dimers of amino acids and CAD to determine relative rates
of formation of protonated amino acids which reflects the
relative PAs. Only the relative PAs are determined as
follows: Gly<Ala<Cys<Ser<Asp<Val<Leu<Thr<lle
<Phe<Met<Tyr<Glu<Asn<Trp<Pro<GIn<Lys<His
<Arg.

Jacobson, D. B., J. Am. Chem. Soc. 111, 1626 {1989). ICR
bracketing.

Jacobson, D. B., Gord, J. R, Freiser, B. S,
Organometallics 8, 2957 (1989). ICR bracketing.

Jasien, P. G., Stevens, W. J,, J. Chem. Phys. 83, 2984
(1985). Ab initio calculations yielding PA of CO, CS, CSe
and CTe, all of which are C-protonated and linear.
Tabulated PA values include ZPVE corrections but it is not
clear if they refer to 0 or 298 K.

Javahery, G., Glosik, J., Twiddy. N. D., Ferguson, E. E.,
Int. J. Mass Spectrom. Ion Processes 98, 225 (1990). AH°

and AS? values for proton-transfer reactions obtained from
“‘van’t Hoff"" plots of ratios of forward and reverse rate

constants versus reciprocal average center of mass kinetic
energies in a selected-ion flow drift tube.

Jebber, K. A, Zhang, K., Cassady, C. J., Chung-Phillips,
A., J. Am. Chem. Soc. 118, 10515 (1996). FT-ICR.
bracketing study.

Jenkins. H. D. B., Morris, D. F. C., J. Chem. Soc. Faraday
Trans. II 80, 1167 (1984). Derived from viscosity
coefficients of ammonium halide salts in aqueous sotution.
Jones, J. D. C., Birkinshaw. K., Twiddy, N. D., Chem.
Phys. Lett. 77, 484 (1981). SIFT. PA(N,)-PA(O).

Kafafi, S. A., Meot-Ner(Mautner), M., Liebman, J. F,,
Struct. Chem. 1, 101 (1989). HPMS.

Kamar, A., Young, A. B., March, R. E., Can. J. Chem. 64,
2368 (1986). QUISTOR measurement of proton transfer
equilibria. :

Karpas. Z., Chem. Phys. Lett. 120, 53 (1985).
ICR. Bracketing. GB(CF,COO0C,H;)<GB(CH.S)
<GB(C.HsNO.) <GB{C,HsNO,) <GB(CH,Se)
<GB{(CH;CHO). GB(COS)<GB(SeCO)<GB(C,H,).
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86KAR/JAS

85KAR/STE

72KAS/FRA

76KEB/YAM

93KEIRIL

89KEN/PAC

81KIM/BON

87KIN/BUR

96KIN/RID

90KLO

85KNI/FRE

86KNI/FRE .

92KOM/DIX

94KOP/ANV

80KOP/COM

E. P. L. HUNTER AND S. G. LIAS

Karpas, Z., Jasien, P., Int. J. Mass Spectrom. Ion Processes
69, 115 (1986). ICR. GB(H,S,H,Se¢,HCN)<GB(H,Te)
~GB(CF,CH,)<GB(C¢Fg)-

Karpas, Z., Stevens, W. J., Buckley, T. J., Metz, R,
J. Phys. Chem. 89, 5274 (198S). ICR. Equilibria and
bracketing. GB(CF;COOC,H;)<GB(CH;NCO)
~GB(C,HsNO,)<GB(4-F-C{H,CH3), GB(CH;SCN)
~GB(CH,),0<GB(n-C;H,CN).

Kaspar, S. F., Franklin, J. L., J. Chem. Phys. 56, 1156
(1972). HPMS.

Kebarle, P., Yamdagni, R., Hiroaka, K., McMahon, T. B.,
Int. J. Mass Spectrom. Ion Phys. 19, 71 (1976). HPMS.
Only cited when data for a particular molecule has not
been given in any subsequent papers from this laboratory.
Values scaled to those from LAU papers.

Keister, J. W, Riley, J. S., Baer, T., J. Am. Chem. Soc.
115, 12613 (1993). PEPICO measurement. At 298 K,
derived quantities are AH%(¢-CgHy)=711 kI mol™' and
PA(i-C4Hg)=802 kJ mol ™!,

Kenttamaa, H. I., Pachuta, R. R., Rothwell, A. P., Cooks,
R. G., J. Am. Chem. Soc. 111, 1654 (1989). PA of
cyclohexene oxide determined by energy-resolved
bracketing experiments, in which a proton-transfer
reaction is judged as endothermic or exothermic on the
basis of its dependence on the reactant ion kinetic energy.
PA bracketed using pinacoline, diisopropyl ketone and
cyclopropyl methyl ketone.

Kim, J. K., Bonicamp, J., Caserio, M. C,, J. Org. Chem.
46, 4230 (1981). ICR. Bracketing.

Kinter, M. T., Bursey, M. M., Org. Mass Spectrom. 22,
775 (1987). Endothermicity of proton transfer reactions
estimated from the onset of proton transfer in an
energy-resolved tandem mass spectrometry measurement.

Kinser, R. D., Ridge, D. P., Hvistendahl, G., Rasmussen,
B., Uggerud, E., Chem. Eur. J. 2, 1143 (1996).
Calculations indicate that the amino N atom is the most
basic site.

Klots, C. E., J. Chem. Phys. 93, 2513 (1990).
AHO(CgHI)=(1130£7) kJ mol ™" derived.

Knight, J. S., Freeman, C. G., McEwan, M. J., Adams, N.
G., Smith, D., Int. J. Mass Spectrom. Ion Processes 67, 317
(1985). SIFT measurement of proton transfer equilibria
cyclically interlocking GB's of CH3;NO,, HC;N and
BICN.

Knight, J. S., Freeman, C. G., McEwan, M. J,, J. Am.
Chem. Soc. 108, 1404 (1986). SIFT. The usual practice has
been followed of allowing GR(NH,) to “‘float,”” and using
the better established values for GB(CH;CHO) and
GB(C,H;),0 as reference standards.

Kormornicki, A., Dixon, D. A., J. Chem. Phys. 97, 1087
(1992). Tabulated PA values result from CCSD(T)
(coupled cluster with single and double excitations and
triple excitations included as a perturbational estimate)
level of theory and includes basis set superposition error
(BSSE) e»timate. PA  valucs cxpected to be  within
4 kJ mol ™!,

Koppel, 1. A., Anvia, F., Taft. R. W., J. Phys. Org. Chem.
7, 717 (1994). FT-ICR.

Koppel. I.. Comisarow, M. B_, **Ab Initio SCF LCAO MO
Calculations of Molecules. 1. Calculation of Proton
Affinities. General Comparison with Experiment,”
Organic Reactivity, Engl. Ed. Tartu State University Press,
Vol. XVIIL, p. 495 (1980). A review containing a table
which lists experimental values for proton affinities of 70
compounds, cited as being *‘mostly from I. A. Koppel, U.
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93KUK/STR

94LAT/SMI

79LAU

76LAU/KEB

8ILAU/NIS

78LAU/SAL

92LEE/RIC

92LEE/RIC2

93LI/HAR

87LVSTO

88LI/STO

T9LIA

7T7LIA/AUS

H. Molder, and R. J. Pikver, Organic Reactivity, Tartu
State University Press, Vol. XVIL, p. 457 (1980). Because
the latter paper was not available for this up-date when it
was originally prepared, details of the cited values could
not be evaluated. Since that time, I. Koppel has kindly
made copies of his papers available to us; an evaluation of
those data is in progress, but the data cited here are simply
copied as given in the 1980 reference. The proton affinity
values listed in 80KOP/COM for the most part are
2-5kcal mol™" higher than those recommended in this
compilation (examples: NH;, 866kimol™! (207
kecal mol™'y; pyridine, 932 kJ mol™" (222.8 kcal mol™Y);
ethanol 801 kimol™' (191.4kcalmol™")). It must be
emphasized that data from this reference have not yet been
evaluated for internally consistency with other values
given in this up-date, and to a first approximation, should
be decreased by 8—21 kJ mol™! in order to bring them into
approximate consistency with the proton affinity scale used
for this compilation.

Kukol, A., Strehle, F., Thielking, G., Grutzmacher, H.-F,,
Org. Mass Spectrom. 28, 1107 (1993). FT-ICR and kinetic
method determination of GB values. Good agreement
between both methods.

Latimer, D. R., Smith, M. A,, J. Chem. Phys. 101, 3410
(1994). Proton transfer chemistry performed within the
core of a free jet flow reactor.

Lau, Y. K., Ph.D. thesis, University of Alberta (1979).
HPMS. Some entropy change determinations.

Lau, Y. K., Kebarle, P, J. Am. Chem. Soc. 98, 7452
(1976). HPMS. Some entropy change determinations.
Lau, Y. K., Nishizawa, K., Tse, A., Brown, R. S., Kebarle,
P., J. Am. Chem. Soc. 103, 6291 (1981). Data related to
aniline. HPMS.

Lau, Y. K,, Saluja, P. P. S, Kebarle, P., Alder, R. W, J.
Am. Chem. Soc. 100, 7328 (1978). HPMS.

Lee, T. I, Rice, I. E., J. Phys. Chem. 96, 650 (1992). Ab
initio study using variety of basis sets and computational
methods and including zero point vibrational energy
corrections. CCSD(T) method chosen as most accurate
approach. Directly determined PA(HNO;) to be (763.6
+17) kJ mol™! [(182.5+4.0) kcal mol'l]. The most
stable form of H,NO; was found to be a loosely bound
planar complex of stmcture HyO0. .NOJ | with calculated
BE(H,0- -NO;)=(72.4+8) kI mol ™ [(17.3£2.0)
kcal mol™'].

Lee, T.J., Rice, J. E., J. Am. Chem. Soc. 114, 8247 (1992).
Calculated PA(CH,ONO,)=(740.1+21) kJ mol™! (1769
+5 keal mol™"), using basis sets, methods and corrections
similar to 92RIC/LEE. Most stable form of protonated
CH;ONO, consists of a loosely bound complex
CH,OH--NO} with calculated BE(CH,0H..NO;)
=(82+8) kJ mol™' [(19.6%2) kcal mol™'].

Li, X., Harrison, A. G., Org. Mass Spectrom. 28, 366
(1993). CID study of proton bound dimers of amines with
amines and amino acids with amines Relative rate data
used with PA values of reference bases as determined for
this compilation.

Li, X., Stone, J. A., Can. J. Chem. 65, 2454 (1987). HPMS
and temperature dependence of proton-transfer equilibrium
constants between 330 and 600 K.

Li, X., Stone, J. A, Can. J. Chem. 66, 1288 (1988). HPMS
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Liebman, J. F., J. Chem. Soc. Perkin Trans. 2, 1825
(1990). ICR bracketing measurements.

de Petris, G., Fornarini, S., Occhiucci, G., Int. J. Mass
Spectrom. Ion Processes 112, 231 (1992). ICR and CI
study. PA(CH;SO;H) bracketed using CH;NO,, CH;0H,
C,HsNO, and C;HsOH as reference bases.

Petrie, S. A. H., Freeman, C. G., McEwan, M. J,
Meot-Ner(Mautner), M., Int. J. Mass Spectrom. lon
Processes 90, 241 (1989). Selected-ion flow tube
measurements.

Petrie, S., Freeman, C. G., Meot-Ner(Mautner), M.,
McEwan, M. J., Ferguson, E. F,, J. Am. Chem. Soc. 112,
7121 (1990). Selected ion flow tube study. Estimated that
AHO(HNCH=<1373 kI mol™! and thus PA(CNatN)
=595 kI mol ™.

Petrank, A., Iraqi, M., Dotan, 1., Lifshitz, C.. Int. J. Mass
Spectrom. Jon Processes 117, 223 (1992). SIFT. PA value
obtained from correlations between proton transfer
reaction efficiency and reaction thermochemistry for
reactions of C,H," with a number of bases but with
CH,OH and CCIH,CN in particular.

Petrie. S.. Knight. J. S., Freeman. C. (G.. Maclagan. R. G&.
A.R, McEwan, M. ], Sudkeaw, P., Int. J. Mass Spectrom.
fon Processes 105, 43 (1991). Selected ion flow tube
(SIFT) measurements.

Pietro, W. J., Hehre, W. J., J. Am. Chem. Soc. 104, 4329
(1982). ICR. Bracketing: Identities of reference bases not
specified: temperature correction of TAFT scale made by
authors.

Pietro, W. J., Hehre, W. J., J. Am. Chem. Soc. 104, 3594
(1982). ICR. Bracketing. D~ transfer  from
(CH;0),PDOH™ occurs with 3-CH,C¢H,NH- but not with
{CH;0);PO. H™ transfer approximately thermoneutral
with CF.HCON(CH,), *Data cited in paper as *C.
Lebrilla (unpublished work)™", **Data cited in paper as
M. Berthelot (unpublished work)™", ***Data cited in
paper as "'T. Gramstad (unpublished work)"".
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79PIE/POL
73PIE/POR
75PIT/BUR
77PO/POR

77PO/POR2

78PO/RAD

77POL/DEV

80POL/HEH

78POL/MUN

84POL/MUN
81POL/RAI

77POL/WOL

87POP/CUR

83PRE/TZE

92RAC/MAR
94RAC/MAR
83RAK/BOH
84RAK/BOH

93RAN/POU

S80REE/FRE

84REE/MUJ

68REF/CHU

T4REVBAU
73REVKRA

93RIC
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Pietro, W. J., Pollack, S. K., Hehre, W. J., J. Am. Chem.
Soc. 101, 7126 {1979). ICR. Bracketing.

Pierce, R. C., Porter, R. F., J. Am. Chem. Soc. 95, 3849
(1973). HPMS. )

Pitt, C. G., Bursey, M. M., Chatfield, D. A., J. Chem. Soc.
Perkin Trans 1 434 (1975). HPMS. Bracketing.

Po, P. L., Porter, R. F., J. Am. Chem. Soc. 99, 4922 (1977).
HPMS. Bracketing

Po, P. L., Porter, R. F., J. Phys. Chem. 81, 2233 (1977).

Observed equilibrium MgH* +Mg(s)=Mg,H*, AH®
=(41%15) kJ mol™". Using PA(Mg)=(820+22)
KkJ mol™', AH'(Mg,g)=147.7 k¥ mol ™! and

AH (Mg, ,2)=288.3 kimol™! yields PA(Mg;)=(919
*30) kJ mol ™",

Po, P. L., Radus, T. P,, Porter, R. F., J. Phys. Chem. 82,
520 (1978). HPMS. Bracketing.

Pollack, S. K., Devlin III, J. L., Summerhays, K. D., Taft,
R. W.. Hehre. W. J.. J. Am. Chem. Soc. 99. 4583 (1977).
ICR. Data related to TAFT scale, corrected to 350 K.
Pollack, S. K., Hehre, W. J., Tetrahedron Lett. 21, 2483
(1980). ICR. Bracketing.

Polley, C. W., Munson, B, Int. J. Mass Spectrom. lon
Phys. 26, 49 (1978). High pressure mass spectrometry.
Bracketing.

Polley, Jr., C. W., Munson, B., Int. J. Mass Spectrom. lon
Proc. 5§9, 333 (1984). Bracketing.

Pollack, S. K., Raine, B. C., Hehre, W. J., J. Am. Chem.
Soc. 103, 6308 (1981). ICR. Bracketing.

Pollack, S. K., Wolf, J. F., Levi, B. A,, Taft, R. W, Hehre,
W, J., J. Am. Chem. Soc. 99, 1350 (1977). ICR. Data
related to TAFT scale; temperature assumed to be 350
rather than 300 K.

Pople, J. A., Curtiss, L. A, J. Phys. Chem. 91, 155 (1987).
Ab initio study.

Prest, H. F., Tzeng, W.-B,, Brom, Jr, J. M, Ng, C. Y., I.
Am. Chem. Soc. 105, 7531 (1983). Heat of formation of
H;S* from appearance energy from (H,S),:
approximately corrected to 298 K by present authors.
Raczynska, E. D., Maria, P.-C., Gal, J.-F., Decouzon, M.,
J. Org. Chem. 57, 5730 (1992). FT-ICR.

Raczynska, E. D., Maria, P.-C., Gal, J.-F., Decouzon, M.,
J. Phys. Org. Chem. 7, 725 (1994). FT-ICR.

Rakshit, A. B., Bohme, D. K., Int. J. Mass Spectrom. Ion
Phys. 49, 275 (1983). Flowing afterglow. Bracketing.
Raksit, A. B., Bohme, D. K., Int. J. Mass Spectrom. lon
Processes 57, 211 (1984). Flowing afterglow. Bracketing.
Ranatunga, T. D., Poutsma., J. C., Squires. R. R.,
Kenttamaa, H. 1., Int. J. Mass Spectrom. Ion Processes
128, L1 (1993). FT-ICR bracketing.

Reents, Jr., W. D., Freiser, B. S., J. Am. Chem. Soc. 102,
271 (1980). ICR. Bracketing.

Reents, Jr., W. D., Mujsce, A. M., Int. J. Mass Spectrom.
Ion Processes 59, 65 (1984). Proton transfer equilibrium:
SiF ~N, observed; authors state that the proton affinity of
SiF, is 2 kcal mol ™" above that of N,, but do not give
equilibrium constant or describe how entropy change was
determined  or  derived.  GB(CH;F)<GB(SiF;0H)
-GB(S0,)<GB(C,H,).

Refaey, K. M. A., Chupka, W. A.,J. Chem. Phys. 48, 5205
(1968). Determination of appearance potentials of
fragment ions tfrom alcohols.

Reinke, D.. Baumgartel, H.. Cvitas, T.. Klasinc, T,
Gusten, H., Ber. Bunsenges. Phys. Chem. 78, 1145 (1974).
Reinke. D., Kraessig. R.. Baumgartel, H., Z. Naturforsch.
A 28,1021 (1973).

Ricci, A.. Org. Mass Spectrom. 29, 55 (1994).
GB(CH;NOQ;) bracketed between GB(CH,CF,) and
GB(CH,OH) and close to GB(CH;CHCHa-).
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75RID

9IRIV/ING

71ROC/SUT

84ROL/HOU
82ROS/BUF

77ROS/DRA

82ROY/MCM

89RUS/BER

91RUS/BER

94RUS/BER

94RUS/BER2

89RUS/SCH

7T9SAL/KEB

86SAN/BAL

75SCH/BOH

80SEN/ABE

Ridge, D. P, J. Am. Chem. Soc. 97, 5670 (1975). ICR.
Bracketing.

Riveros, J. M., Ingemann, S., Nibbering, N. M. M., J. Am.
Chem. Soc. 113, 1053 (1991). ICR study of the reactions
RO™+C¢HsX (R=H, CH;, C,Hs; X=F, C}, Br, 1) lead to
the suggestion of AH"(C¢H,)=(440%10)kJ mol !,
Compare with 91GUO/GRA.

Roche, A. E., Sutton, M. M., Bohme, D. K., Schiff, H. I,
J. Chem. Phys. 55, 5480 (1971). Flowing afterglow,
bracketing.

Rolli, E., Houriet, R., Spectrosc. Int. J. 3, 177 {1984). ICR.
Rosenstock, H. M., Buff, R., Ferreira, M. A. A, Lias, S.
G., Parr, A. C,, Stockbauer, R. L., Holmes, J. L., J. Am.
Chem. Soc. 104, 2337 (1982). Appearance potentials of
C,H{ and C3H; from alkyl halides. For more details, see
Sec. 3.4 for propene and Sec. 3.8 for ethene. Compare to
82BAE.

Rosenstock, H. M., Draxl, K., Steiner, B. W., Herron, J. T.,
J. Phys. Chem. Ref. Data 6, Suppl. 1 (1977).

Roy, M., McMahon, T. B., Org. Mass Spectrom. 17, 392
(1982). ICR. Bracketing.

Ruscic, B., Berkowitz, J., Curtiss, L. A., Pople, J. A, J.
Chem. Phys. 91, 114 (1989). Determined AH°(C,H;,
298 K)=(902*1.7)kimol~!, and PA(C,H,.298K)
=(680.3=1.7) kI mol ™",

Rusic, B., Berkowitz, J., J. Chem. Phys. 95, 4378 (1991).
Mass spectrometric photoion appearance potential
measurement.

Ruscic, B., Berkowitz, J., J. Chem. Phys. 101, (0936
(1994). Photoionization mass spectrometry. From a
measured appearance potental for CH;CHOH® from
C,H;OH, they deduced AH?(CH;CHOH*, 298 K)
=<(595.40.9) kJ mol™! [(142.3%0.2) kcal mol™'].
Using AHYCH,CHO, 298 K)=—165.7kJ mol !, they
conclude PA(CH,CHO)=>(769.0+0.9) k) mol™' [(183.8
+0.2) kcalmol™!]. The authors further indicate that
‘‘although this is rigorously a lower limit, it is very likely
close to the true value,. since it is based on an appearance
potential of a first fragment resulting from a simple bond
cleavage.”

Ruscic, B., Berkowitz, J., J. Chem. Phys. 101, 7975
(1994). Estumated AHY(HNCS*)~1087 kJ mol™! (259.8
keal mol™!). Using AH?(NCS)<(305.9:343) kJ mot ™!
[(73.1£0.8) kcal mol™'] yields PA(NCS)~751 kJ mol .
Ruscic, B., Schwarz, M., Berkowitz, J., J. Chem. Phys. 91,
6772 (1989).  Photoelectron-photoion  coincidence
experiment. Appearance energy for the process,
HCOOH=COOH" +H+e, of (1230=0.02) eV gave
AHC(COOH™, 0 K)=(59922) kI mol~!  [(143.3=0.5)
kcal mol™'], using  AH°(HCOOH, 0K)=-371.5
kimol™'  (—8879kcalmol™®) and AH(H)=218
kI mol™! (52.1kcal moi™"). From this. PA of CO, of
(535.6%2) kJ mol ™' [(128.0%0.5) kcal mol™'] at 0 K or
(540.6=2) kJ mol™ ' [(129.2%0.5) kcal mol™'] at 298 K
are derived. Compare with 91 TRA/KOM.

Saluja, P. P. S., Kebarle. P., J. Am. Chem. Soc. 101, 1084
(1979). HPMS.

Santos, L., Balogh, D. W., Doecke, C. W., Marshall, A. G.,
Paquette, L. A.,J. Am. Chem. Soc. 108. 8183 (1986). ICR.
An interlocking thermochemical ladder.

Schiff, H. I., Bohme, D. K., Int. J. Mass Spectrom. Jon
Phys. 16, 167 (1975).

Senzer, S. N., Abernathy, R. N., Lampe. F. W., J. Phys.
Chem. 84, 3066 (1980). Ion beam scattering apparatus.
Bracketing: GB(C,D,)<GB(GeH;)<GB(CD;CD=CD»),
tabulated as bracketed between C,H, and C3H,. See also:
S. Kohda-Sudoh. S. Tkuta, O. Nomura, S. Katagiri, and M.
Imamura, J. Phys. B: At. Mol. Phys. 16, L529 (1983). The
structure of GeH; . is similar to CH{ and has C
symmetry.
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$1SHA/KEB

78SHE/GOB

97SHE/STE

86SHI/BEA

81SMI/ADA

84SMI/ADA

85SMI/ADA

94SMI/CHY

78SMI/MUN

93SMI/RAD

95SMI/RAD

75SOL/FIE

GAS PHASE BASICITIES AND PROTON AFFINITIES OF MOLECULES

Sharma, R. B., Blades, A. T., Kebarle, P., J. Am. Chem.
Soc. 106, 510 (1984). HPMS. Entropy changes
determined.

Sen Sharma, D. K., Kebarle, P., Can. J. Chem. 59, 1592
(1981). Determination of equilibrium constant of reaction:
C¢HsCH; +(CH3);CCl=(CH3),C* +CgHCH,CI.

Shea, K. J., Gobeille, R., Bramblet, J., Thompson, E., J.
Am. Chem. Soc. 100, 1611 (1978). Data related to TAFT
scale, but specific bases not identified. Data reported as
*‘proton affinities’’ relative to ammonia: no information
given about assumptions concerning entropy change or
temperatures. Evaluated gas basicity data based on
assumption that original authors simply added measured
free energy change values to NH; proton affinity. Scale
expanded to match the expanded TAFT scale.

Shea, D. A., Steenvoorden, R. J. . M., Chen, P., J. Phys.
Chem. A 101, 9728 (1997). PA values indicated as being
the result of bracketing measurements, but the bracketing
partners are not given.

Shin, S. K., Beauchamp, J. L., J. Phys. Chem. 90, 1507
(1986). ICR. Bracketing.

Smith, D., Adams, N. G., Lindinger, W., J. Chem. Phys.
75, 3365 (1981). SIFT. Bracketing. Also measured
IP(HS)=(10.40£0.01) eV; using AH°(S)=277 kJ mol™!
gives PA(S)~0664.3 KJ ol ™',

Smith, D., Adams, N. G., Ferguson, E. E,, Int. J. Mass
Spectrom. Ion Processes 61, 15 (1984). SIFT measurement
of the reaction C,H; +H,=C,Hj+H yielded AH®
=6.7kJI mol™'. This combined with data in 88LIA/BAR
yields a AHY(CH;)=1116.7kI mol™!, which finalty
yields a PA(C,H,)=641.4 kJ mol ™.

Smith, D., Adams, N. G., J. Phys. Chem. 89, 3964 (1985).
SIFT. Rate constant of proton transfer from HCS* to
C,H5OH is 50% of collision rate constant; rate constant of
proton transfer to CH3SH is 30% of collision rate constant.

Smith, R. L., Chyall, L. J., Chou, P. K., Kenttamaa, H. L.,
J. Am. Chem. Soc. 116, 781 (1994). FT-ICR bracketing.
Title ion generated from ring opened ionized
cyclo-butanone by  -CH,CH,CH,CO*~CH,=C=0
=.CH,CH,CH,CH,CO~ +CO.

Smith, D. E., Munson, B., J. Am. Chem. Soc. 100, 497
(1978). Bracketing. CH;F<SO,F,<SO,<HSO;F<C,H,
H,0<H,SO,~CF,SO,H<H.S.

Smith. B. J.. Radom, L.. J. Am. Chem. Soc. 115, 4885
(1993). Ab initio calculations at the G2 level.

Smith. B. J., Radom. L., J. Phys. Chem. 99. 6468 (1995)
Various ab initio procedures compared and evaluated.
Tabulated values for each molecule correspond to the most
rigorous method applied to that molecule.

Solomon, J. J.. Ficld. I'. IL, J. Am. Chem. Suc. 97. 2625
(1975). Heats of formation of alkyl ions from hydride
transfer equilibria; related to the AH(r-CyHy)
=711 ki/mol and A H™iso-C,H,q)=—134.3 kJ mol™".
Using  AH(2-methyl-2-pentenel=~66.9 kI mol ™! and

A H"(2-methy! pentane)=—174.1 kJ mol ™! gives
PA(2-methyl-2-pentene1=807.8 kJ mol . Using
A A2 3-dimethyl-2-butene 1= = 69.5 kJ mol ™! and
A H"2.3-dimethyl butane)=176.1 kJ mol gives

PA{23-dimethyl-2-butenet=813.9 kJ mol .

76SOL/FIE

75SOL/HAR

72SOL/POR

74STA/BEA

T4STA/BEA2

75STA/REA

76STA/KLE

TISTA/TAA

TISTA/WIE

79STE/BEA
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Solomon, J. ., Field, F. H., J. Am. Chem. Soc. 98, 1567
(1976). Hydride transfer equilibrium constant determined
for 1-C;Hy and i-C3H7 with alkyl molecules. Using
AHO(+-C,Hy)=711 kI mol™!, AHY(C;H;)=804.3
kI mol™, AH%i-C,H,9)=(~134.4+0.4) kJ mol~' and
AH-C;Hg)=(—104.620.4) ki mol ™! the following are

derived:  using  AH°(I-methyl cyclopentene)=—4.2
Kmol™' and  AH (methyl cyclopentane)=—105.9
kImol™'  gives  PA(l-methyl cyclopentene)=813.2
Kmol™; using  AH (norborn-2-ene)=(87.9=4.2)

KJmol™" and AH(norbornane)=(~50.2+4.2) kJ mol~!
gives PA(norbornane)=829.1 kI mol™%; AH%c-CsH,,)
=-782Kmol™" and AH (c-CsHg)=36.0kJ mol™!
gives PA[(c-CsHg)=762.1kImol™!]. Values for »
A¢H(2-methyl norbornane) and AHP(2-methyl
norborn-2-ene) were estimated in the following way. Since
the difference A H(i-C4H,){=(—134.40.4) kI mol !}
— AH(C3Hg){=(—104.620.4) kJ mol~'}=—30 kJ mol """
the  difference  AH%(c-CsHyCH3){=(~105.9=0.4)
kJ mot ™"}~ AH®(c-CsH o) {=(~78.220.4) kI mol ~'}=
—28 KImol™', and the difference AH%c-C,H,CH,)
{=(=2.9204) kI mol™"}=AH(c-C,Ho){=(28.520.4)
Kimol™'}==31kimol~', then the difference
AH®(2-methyl norbornane)—AH(norbornane){=(—50.2
+0.4) kI mol™"} is estimated to be =—30KkJ mol™!
putting A ¢H°(2-methyl norbornane)=(~80=4) kJ mol ',
Similarly, since the difference AH(i-C Hg){=(-16.7
*0.4) kJ mol ™'} - AH(C3Hg){=(20.1£0.4) kI mot ~'}=
—36.8 kimol™!, the difference AH%c-CsH,CHy)
{=(—4.2+0.4) kI mol ™ '}— AH%(c-CsHg){=(36.0+0.4)
kImol™'}=—-402 kImol™', and the difference
AH(1-methyl cyclohexene){=(~43.1204)  kJ mol™"}
—AdH(cyclo hexene)l{=(—4.6+0.4) kJ mol "'}=-38.5

ki mol™!, then the difference AfHO(Z-methyl norborn-2-
ene)—AH(norborn-2-ene){=87.9 kJ mol ™"} is estimated
as —38kJ mol™', putting AgH°(2-methyl norborn-2-ene)
=(50x4) kI mol™". All of this puts PA(2-methy}
norborn-2-ene)=(845+6) kJ mol ™"

Solka, B. H., Harrison, A. G., Int. J. Mass Spectrom. ion
Phys. 17, 379 (1975). Equilibrium: CH;CHOH* +CH,SH,
AG®=~2.1KJ mol™'(—0.5 kcal mol™!), CH,SH;
+C,HsCHO, AG®=—8.4 kI mol™!(~2 keal mol ™),
CH;SH; +(CH,),0, AG’=—16.7 kI mol ~'(~4

kcal mol ™).

Solomon, J. J., Porter, R. F., J. Am. Chem. Soc. 94, 1443
(1972). Bracketing.

Staley, R. H., Beauchamp, J. L., J. Am. Chem. Soc. 96,
6252 (1974). ICR. Data relative to TAFT scale:
temperature assumed to be 320 K.

Staley, R. H., Beauchamp, J. L., J. Am. Chem. Soc. 96,
1604 (1974). ICR. Data relative to TAFT scale:
temperature assumed to be 320 K.

Staley. R. H.. Beaucharnp, J. L., J. Chem. Phys. 62, 1008
(1975). ICR. Data relative to TAFT scale: temperature
assumed to be 320 K.

Staley, R. H., Kleckner, J. E., Beauchamp. J. L., J. Am.
Chem. Soc. 98, 2081 (1976). ICR. Data relative to TAFT
scale: temperature assumed to be 320 K.

Staley. R. H., Taagepera, M., Henderson, W. G., Koppel,
[.. Beauchamp. J. L.. Taft. R. W.. I. Am. Chem. Soc. 99,
326 (1977). ICR. Data related to TAFT scale: temperature
assumed to be 320 K.

Staley. R. H.. Wieting, R. D., Beauchamp. J. L., J. Am.
Chem. Soc. 99. 5964 (1977). ICR. Data related to TAFT
scale: temperature assumed to be 320 K.

Stevens. A. E.. Beauchamp. J. L., J. Am. Chem. Soc. 101,
245 (1979).  ICR.  Bracketing:  CH;CH=CH,
<(COI:MnCH;-CH;0H<CH;CHO.
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81STE/BEA

80STO/CAM

86STO/LL

82STO/SPL
845TO/SPL

77SUM/POL

- 86SUN/KUL

93SUN/SQU

91SZUMCM

93SZU/MCM

T2TAAHEN

8ITAA/SUM
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Stevens, A. E., Beauchamp, J. L., J. Am. Chem. Soc. 103,
190 (1981). ICR. Compounds related to gas phase basicity
scale, but no experimental details given; (bracketing or
equilibrium?). From proton affinity cited here for
{CsHs),Ni, also given in (7T6COR/BEA), it would appear
that results given here correspond to the contracted 300 K
scale, and therefore the usunal correction to 320 has been
made. However, there is still an unexplained discrepancy
of 13kcalmoi™' for (CsHs),Ni results. Entropy
corrections unknown.

Stonc, J. A., Camicioli, J. R. M., Baird, M. C., Inorg.
Chem. 19, 3128 (1980). ICR. Bracketing.

Stone, 1. A, Li, X., Tumer, P. A,, Can. J. Chem. 64, 2021
(1986). HPMS. Temperature  dependence  of
proton-transter equslibna.

Stone, J. A., Splinter, D. E., Kong, S. Y., Can. J. Chem. 60,
910 (1982). HPMS.

Stonc, J. A., Splinter, D. E., Int. J. Mass Specctrom. Ion
Processes. 59, 169 (1984). Bracketing.

Summerhays, K. D., Pollack, S. K., Taft, R. W, Hehre, W.
J., J. Am. Chem. Soc. 99, 4585 (1977). ICR. Data related
to TAFT scale; temperature assumed to be 350 K.

Sunner, J. A., Kulatunga, R., Kebarle, P., Anal. Chem. 58,
1312 (1986). HPMS measurement of
temperature-dependent proton transfer equilibria to obtain
AG®, AH® and AS® with respect to unspecified bases.
Also estimated PA and GB of triethanolamine [102-71-6]
to be 975 and 941 kJ mol ™!, respectively.

Sunderlin, L. S., Squires, R. R., Chem. Phys. Lett. 212,
307 (1993). Energy-resolved CID used to obtain the
dissociation energies of H,0-NO; [(61.9%10)
kJ mol ™!, (14.8%2.3) keal mol ™'} and of CH;OH-NO; [
(80.3+10) kJ mol™}, (19.2%2.3) kcal mol™'}. Combined
with AH(H,0) and AHO(CH,OH) and a revised
AHYNOS) yielded PA(HNO3)=(743.5%10) kJ mol ™
and PA(CH,NO;)=(732=10) kJ mol™!. Compare with
94CAC/ATT.

Szulejko, J. E., McMahon, T. B., Int. J. Mass Spectrom lon
Processes 109, 279 (1991). HPMS and temperature
dependence of proton transfer equilibrium constants.

Szulejko, J. E., McMahon, T. B, J. Am. Chem. Soc. 115,
7839 (1993). HPMS and temperature dependence of
proton transfer equilibrium constants.

Taagepera, M., Henderson, W. G., Brownlee, R. T. C.,
Beauchamp, J. L., Holtz, D., Taft, R. W., J. Am. Chem.
Soc. 94, 1369 (1972).

Taagepera, M., Summerhays, K. D., Hehre, W. J,
Topsom. R. D., Pross, A., Radom, L., Taft, R. W., J. Org.
Chem. 46, 891 (1981). ICR. See comments under TAFT.
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TAFT

86TAFT

75TAF

83TAF

86TAF/ANV

B6TAF/GAL

T3TAF/TAA

T8TAFTAA

T8TAF/WOL

ICR. Unpublished compiled list of values of gas phas,
basicities measured by several workers, notably including
Taft, R. W., Mclver, R., Hehre, W. J., and co-workers.
Here referred to as the ““TAFT list”’. Most of the data
given on the list have been published elsewhere, and are
listed here with the appropriate reference. (See: 7SARN,
T2ARN/JON, 76COO/KAT, 82DEF/HEH, 80DEF/MC],
T6DEV/WOL, T4HEH/MCI, 72HEN/TAA, 79LOC/HUN,
83MClI, 82PAU/HEH, 82PAU/HEH(2), 82PIE/HEH,
82PIE/HEH(2), 79PIE/POL, 77POL/DEV, 80POL/HEH,
81POL/RAI, 77POL/WOL, 77SUM/POL, 75TAF, 83TAF,
T3TAF/TAA, 77WOL/ABB, 75WOL/HAR, 77WOL/
STA). Values cited as “TAFT"’ either have not been
published, or the publication has not been identified for the
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320 K. See comments under TAFT.
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Taft, R. W., Anvia, F., Taagepera, M., Catalan, ., Elguero,
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comments under TAFT.

Taft, R. W., Taagepera, M., Abboud, J. L. M., Wolf, J. F.,
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Taft, R. W., Woif, J. F., Beauchamp. J. L., Scorrano, G.,
Amett, E. M., J. Am. Chem. Soc. 100, 1240 (1978). ICR.
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groups in o-isomer, is on the —NH, group in the m-isomer
and is on the ~-COOH group on the p-isomer.
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Int. J. Mass Spectrom. Ion Processes 93, 165 (1989). AH®
and AS° values for proton-transfer reactions obtained from
““van't Hoff™* plots of rativs of furward and reverse rate
constants versus reciprocal average center of mass kinetic
energies in a selected-ion flow drift tube. ’
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photoionization mass spectrometry.

Traeger, J. C., Int. J. Mass Spectrom. lon Processes 66,
271 (1985). AE measurements for HCO™ derived from
H,CO, CH,CHO. C.H,;CHO, glyoxal and HCOOH. A
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Iraeger. J. C.. Holmes, J. L.. J. Phys. Chem. 97. 3453
(1993). Photoionization mass spectrometric appearance
energy of CH.OH™ from CH;OH as 11.578 eV.

Traeger, J. C.. Kompe. B. M., Org. Mass Spectrom. 26,
209  (1991).  Dissociative  photoionization  mass
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see-C:H: . and 1-C,HJ ¢ evaluation and correction to 298
K.
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Traeger, J. C., McLoughlin, R. G., Nicholson, A. J. C., J.
Am. Chem. Soc. 104, 5318 (1982). Appearance potentials
of CH;CO" ions; correction to 298 K.
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(1986). HPMS. Bracketing.

Tsang, W., Int. J. Chem. Kinet. 10, 41 (1978). Heats of

_formation of benzyl, tert-butyl radicals.
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Phys. 30, 293 (1979). HPMS. :
Vandiver, V. J., Leasure, C. S., Eiceman, G. A., Int. J.
Mass Spectrom. Ion Proc. 66, 223 (1985). Ordering of
proton affinities from ion mobility measurements
(non-quantitative): Benzophenone~Pyrene>Anthracene
>Phenanthrene>Acetophenone>Naphthalene>Benzene.
(The ordering derived from equilibrium constant
measurements is: Benzophenone>Anthracene>Pyrene
> Acetophenone >Phenanthrene>Naphthalene >Benzene.)
Villinger, H., Futrell, J. H., Howorka, F., Duric, N.,
Lindinger, W., J. Chem. Phys. 76, 3529 (1982).

Vogt, J., Beauchamp, J. L., J. Am. Chem. Soc. 97, 6682
(1975). ICR. Bracketing

Walters, E. A., Blais, N. C., J. Chem. Phys. 80, 3501
(1984).
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17, 1374 (1978). HPMS. Bracketing.

Wameck, P., Z. Naturforsch. 29a, 350 (1974).

Weber, J., Houriet, R., J. Phys. Chem. 92, 5926 (1988).
ICR study of proton transfer equilibria. Ab initio
calculations suggest that protonation occurs on the
chalcogen atom in each case.

Weil, D. A, Platzner, I, Miller, L. L., Dixon, D. A,, Org.
Mass Spectrom. 20, 115 (1985). ICR. Bracketing.
GB(C,H,)<GB(COS)<GB(H,0). GB(COS)<GB(CS,)
-GB(H,S)<GB(CH;CCH): This basicity value for CS, is
in good agreement with the value one would predict for a
temperature of 320 K from the results of 77MAU/FIE.
Wiberg, N., Fischer G., Bachhuber, H., Z. Naturforsch.
34b, 1385 (1979). Ionization and appearance potentials in
HN=NH, H,N=N, and N,H,.

Wight, C. A, Beauchamp, J. L., J. Phys. Chem. 84, 2503
(1980). ICR: Related to TAFT scale; temperature corrected
to 320 K.

Williamson, A. D., LeBreton, P. R., Beauchamp, J. L., J.
Am. Chem. Soc. 98, 2705 (1976). Thermochemical cycles
based on appearance potentials of CH,CFX* and CH,;CFX

(X=HF) from CH,;CFXCH;, and IP(CH,CFX).
Measured AE(CH;CHFCH;—CH,CHF* +CH;+e ™)
=11.75eV  and AE(CH,CHFCH;—CH,CHF"+CH,

+e~')=11.53eV: combining these quantities with
[P(CH,CHF)=10.363 eV and D.(CH;-H)=438.1
kI mol™" yields PA(CH,CHF)=729 kJ mol™!. Measured
AE(CH;CF,CH;—CH;CF; +CH;+e”)=11.81eV  and
AE(CH,CF,CH;—CH,CF; +CH,+e”)=11.57 eV; com-
bining these quantities with [P(CH,CF;)=10.29 eV gives
PA(CH,CF,)=734 kJ mol ",

Willis, C., Lossing, F. P., Back, R. A., Can. J. Chem. 54,
1 (1976). Heat of formation of N,H™ as a fragment ion in
N,H,.

Wilson, M. S., McCloskey, J. A., I. Am. Chem. Soc. 97,
3436 (1975). HPMS. Bracketing: All compounds
bracketed relative to NH;. CH;NH,, (CH;),NH. and
(CH;);N.

Wlodek, S., Rodriquez, C. F., Lien, M. H., Hopkinson. A.
C.. Bohme, D. K., Chem. Phys. Lett. 143, 385 (1988).
Selected ion flow tube measurement. An approximate
empirical relationship between reaction efficiency and
AGY suggested that proton transfer from SiNH; to NH;
was close to isoergic. Also observed no proton transfer
from SiNH; to (CH;),S nor (CH,;),CO.
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. ISWOL/HAR
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92WU/FEN
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Wolf, J. F., Abboud, J. L. M., Taft, R. W., J. Org. Chem.
42, 3316 (1977). ICR. Results given in figure form.

Wolf, J. F., Devlin, J. L., DeFrees, D. J.,, Taft, R. W.,
Hehre, W. I, J. Am. Chem. Soc. 98, 5097 (1976).

Wolf, R., Grutzmacher, H. F., New J. Chem. 14, 379
(1990). FT-ICR. GB values obtained from proton-transfer
equilibria at an assumed temperature of 320 K.

Wolf, J. F., Harch, P. G., Taft, R. W, J. Am. Chem. Soc.
97, 2904 (1975). ICR: Rclated to TAFT scalc. Data
corrected from 300 to 350 K.

Wolf, J. F., Staley, R. H., Koppel, 1., Taagepera, M.,
Mclver, Jr., R. T., Beauchamp, J. L., Taft, R. W., J. Am.
Chem. Soc. 99, 5417 (1977). ICR. Data corrected from 300
to 350 K (R. W. Taft, personal communication).

Wu, Z., Fenselau, C., Rapid Commun. Mass. Spectrom. 6,
403 (1992). PAf(arginine) reported using the kinetic
method employing 1,1,3,3-tetramethylguanidine (TMG),
1,5-diazabicyclo[4.3.0]non-5-ene (DBN) and
1,8-diazabicyclo[5.4.0Jundec-7-ene (DBU) as reference
bases. The relevant rate data were reanalyzed using the
current GB values of reference bases as determined in this
present evaluation.

Wu, Z, Fenselau, C., J. Am. Soc. Mass Spectrom. 3, 863
(1992). Proton affinities are reported from measured
dissociation kinetics of proton-bound dimers. The relevent
rate data were reanalyzed using the current GB values of
reference bases as determined in this present evaluation.
The results are tabulated as GB values at an unknown
effective temperature.
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93WU/LEB

73YAM/KEB

76YAM/KEB

96ZHA/STO

93ZHA/ZIM

Wu, Z., Fenselau, C., Tetrahedron 49, 9197 (1993). GB
values obtained from MIKE measurements and by
applying the kinetic method. The relevent rate data were
reanalyzed using the current GB values of reference bases
as determined in this present evaluation. GB values are
reported at unknown effective 7.

Wu, Z., Fenselau, C., Rapid Commun. Mass Spectrom. §,
777 (1994). Kinetic method. As much as possible, the
relevent rate data were reanalyzed using the current PA
values of reference bases as determined in this presemt
evaluation. AS; values also determined.

Wu, J., Lebrilla, C. B., J. Am. Chem. Soc. 115, 3270
(1993). ICR bracketing. Also molecular orbital
calculations using the semi-empirical AM1 package.

Yamdagni, R., Kebarle, P., J. Am. Chem. Soc. 95, 3504
(1973). HPMS.

Yamdagni, R., Kebarle, P., J. Am. Chem. Soc. 98, 1320
(1976). HPMS. Data assumed to have been superseded by
data in 79LAU, when species studied have been
duplicated. Other data corrected to 79LAU scale; free
energy change values multiplied by 1.05.

Zhang, W., Stone, J. A., Brook, M. A., McGibbon, G. A.,
J. Am. Chem Soc. 118, 5764 (1996). HPMS.

Zhang, K., Zimmerman, D. M., Chung-Phillips, A,
Cassady, C. J., J. Am. Chem. Soc. 115, 10812 (1993).
FT-ICR. Bracketing by gas-basicity. Calculations indicate
glycine protonates at the amino group and that diglycine
protonates on N-terminal amino group with H bonding to
carbonyl of amide moiety.



