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1. NIFS R ¥ S FHIET—2N—X

http://dbshino.nifs.ac.jp/

Japanese | A

‘National Institute for Fusion Science

Atomic & Molecular Numerical Databases

Made by A&MT and PWT data research section

More detailed information is here. Samples on Numerical Data are here.
We welcome vour data submission. Details are here

We welcome vour comments and suggestions. Please send emai to dbadm’  ubshino.nifs.ac.jp.

EF—aR—

Please Logon Free

LT7OtAX

Information on Database Service
<No Service Stop is scheduled >
Free Access Databases on Atomic and Molecular Data provided by NTFS
ALADDIN (Tonization Cross Sections and Excitation Rate Coefficients by Electron Impact)
Data for Autoionizing States (Energy Levels of Antoionizing States and Satellite Lines by Diclectromic

Recombination)
Differential Cr

on omic Hv
y cient and Range value
Electron Dissociative Attachment to Molecular Hvdrogen
1ION FRACTION (Ton Abundance Tables in Ionization Equilibrium)

&ET—74
R—ZANFH

ot
ated by Dr. W Eckstein)

Recommended data set of electron collision cre ections of atoms and molecules (compiled by The
Institute of Electrical Engineers of Japan)
B 47
Links to Atomic and Molecular Databases in the World d~ A J

By A&M and PWI data research section, Coordination Research Center in NIFS

@ 1UB-tsk #1008 -

A
DEEFRZE D)0

Welcome to NIFS DATABASE

Please select the database. Atomic and Molecular Research Center, NIFS is making the Atomic and
Molecular Numerical databases for various collisional processes and the Bibliographic Databases You
can access the databases only which you applied for at the registration. Information on each
database will be found from

Atomic and Molecular Numerical Databases [i]

anprs [T exc [ | onE | rec B | oo G

cHarT [ awoL [0 ool [T

BAcks [l sPuUTY [ cURVE [3]

Bibliographic Database [

oRnL [0

"mation

@ Atomic and Molecular Numerical Databases

Atomic and Molecular Research Center, NIFS iz making the Atomic and Molecular Mumerical
databases for various collisional processes. When vou use the data from our databases in vour
papers, you are reguested to refer to our databases and let us know it by sending the email e
are interested in your atomic data needs for the activities relating to atomic data in our center.
Your requests to add data to our databases are appreciated as well Please send your data needs
and requests to dbadminZcbshing.nifs.ac o

@ AMDIS

Cross sections and rate coefficients for ionization, excitation, and recomhination by electron
impact (since 1861) Please use AMOL for molecule targets
@ [ON: lenization cross sections and rate ceefficients by electron impact
@ EXC: Excitation cross sections and rate coefficients by electren impact
@ REC: Recombination cross sections and rate coefficients by electron impact.
@ DIO: Dissociation cross sections of molecules. (until 2000 Please use AMOL)

Tahles for number of data records in AMDIS [ON and EXC

@ CHART

GCross sections for charge transfer and ionization by heavy particle collision. Please use ChMWOL
Ffar malecnla a3 roate



AM and PWI #{EDatabase (http:/dbshino.nifs.ac.jp)

FT—HRRN—RE A Period T(z;iﬁ;?i
EXC | [ RF-A4A>DEFEERMEILFE
ION | RF- M4 DEFEHEEHATE 463,592
AMDIS N " 1961-2011
DIO | " FDEFEEMAEMIBIE (408,164
(Aug. 2009))
REC |[RF-A1ADBHEEBIE
CHART | BEF—AALEROTERH - BB | 1957-2010 (75'2?;
AMDIS MOL R
(AMOL) ﬁ%@%%&@%*ﬁﬁ]%ﬁ*I
SARPMOL 1956-2008 3,765
PAN 4 -""""p =]
(GMOL) DFDRFEDEZTEFIEIHBFE
SPUTY BEADR/NyR) T A4—)LKR 1931-2000 1,241
BACKS EARE TODERARRELIZRE 1976-2002 396
(AM Bibliographic database)
S " - 4 -.chsn a :
Sl ORNL (USA) TER LT[R FEZ= B 52 (RS 1959-2008 77714

JAXET —EZN—R
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AMOL: #l O,

Found Result in AMDIS MOLECULE

Found 130 Title(s)

[1All Data List
0o, + e —> (SR continuum)

00, + & —=> (W=57-12.1V)
00, + & —> (dissociative electron attachment)

00, + & —> (elastic momentum transfer)

DOZ + & —» (elastic scattering!
0o, + e —> {elastic)

OO, + & —> {erastic momentum transfer)
|:|02 + e —> {erastic scattering!
0o, + e —> lonization

D02 + & —> {longest band)

0o, + & —> (momertum transfar)
0o, + & —> (second band)

|:|02 + e —> (the longest band)
0o, + e —> (the second band)
0o, + e —> {total dissociation?
0o, + e —> {total double ionization)
0o, + & —> {total onization)

00, + & —> (total scattering?
D02 + & —» (total single ionization?
00, +e—> AZ+C 3A+c 1

e L < I S B

130 records found

2 records found
1 records found

1 records found

=18
4 records found 10 E'I T T]'I”Il TT F'”I[I'l TT T”lll[ TT I'"I'Il[ TT '||||F|'[ TT |"'|T||'|'| TT II'IIIII TTIT ”TE
8 records found E o
r =1 <> (elastic momentum transfer)
1 records found u = © Trajmar, 5. (1983)E
r — x Hayashi M. (1981)V
1 records found e Brunger, M.J. (2002}
v - Brunger, M.J. (2002|E
1 records found ~ E =Py N 02 + e
2 F e - 5 > terastic momentus transier)
g x - Itkawa. Y. (1989)V
1 records found & L % 1 Rt
% Oy + =
= - * 4 --* (momenlus transier)
1 records found 0 i, Itikawa, ¥, (2009)V
-, 16
10 = ¥ ml
1 records found . E i 3
- E 3
o . 7
1 records found : L ]
o - : 4
:
1 records found o L ll
1 records found 107" =
= v P
1 records found E ]
1 records found K }
1 records found o™ ** Ll cmmd vl ool el 0 el ol sl
-8 -3 -2 =1 o 1 2 3 e
12 records found 10 10 10 10 10 10 10 10 10

Electron Energy (eV)

1 records found

1 records found

l [ '



CMOL: HFDER FEZEAFE
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CMOL: il O,

Found Result in CHART MOLECULE

Found 44 Title{s)

Al Data List

A" Py ) + 0y —> Ar™+0
DA GP, 1) + 0, —> 0" +0+Ar
OAF® CPg ) + 0y —> Ar™+0
DA CPy 0 + 0, —> O +0+Ar
Oc* CPr+ 0, > G

OC™ + 0, —> C+0,°

COH+0, == H'
CH' +0, (1s) = H(n=1)+0,"
OH +0, —> H

OH" + 0, —> H+0,*
OHe + 0y ——> Ha'

CHe + 0y —> He' (CS)
OHe + 0, —> He®*

CHe + 0, —> He?* (CS)
OHe" + 0, (1) —> Heln=13+0,"
CHe™ + 0, —> He

OHe™ + 0, —> He (C5)
OHe" + 0, —> He+02+
OHe' + 0, —> He®*
CHe™ + 0, —> He?* (CS)

44 records found

1
1
1
2

1

[t R L]

1

1

records found
records found
records found
records found
records found
records found
records found
records found
records found
records found
records found
records found
records found
records found
records found
records found
records found
records found
records found

records found

10 = I I LI L || I | A L) |l|| I L \IE
E Ea\r‘ (an:) + D2
L e Ar0'+0
Flesch, G.D. (1990)E
-15 + +
ool Art+0,> ArO* + 0O LT
= 3 --> 0" +0+Ar
- o T 1 = Fle‘sch. G.D. (1990)E
- - uE % Ding 3 — A" t*P3.2) + D
B e " "8 E:'v, o -y
 — X yYv p—
5 - .r x % TR E Flesch, G.D. (1980)E
- i d JAr" *Paez? + 0z
; = : —  --> 0*+0+A.
- B ~ T Flesch, G.D. (1992)E
:lO'”:— v —| v Flesch, G.D. (1990
o — » 3
o = =
— v =
(] - v -
" - v v v L .
[+]
S107'P ve -
107" = =
= + + 3
: Arr+0,> 0" +0+Ar 1
]O'ZD 1 1 11 1 |||| | 1 1 1 1 |[|| | | | L L1l
10° 10' 107 10°

Energy (eV)

v_
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2. YT I3MbT—H~R—X
dbshino MEHRIZ) %

BREWEDLENT —IN—R, TXARIFAILFETT 2T 2 H.
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http://dpc.nifs.ac.jp/aladdin/
http://dprose.nifs.ac.jp/DB/Auto/
http://dprose.nifs.ac.jp/amods/htdocs/impact/IMPACT.html
http://crdb.nifs.ac.jp/dcsdb/
http://dpc.nifs.ac.jp/DB/DA/
http://dpc.nifs.ac.jp/ionfracdata/
http://dpc.nifs.ac.jp/DB/Eckstein/
http://dppwi.nifs.ac.jp/
http://dppwi.nifs.ac.jp/
http://dpc.nifs.ac.jp/DB/IEEJ/
http://dpc.nifs.ac.jp/photoab/

B MEEDRFHFIXR-BIET —H~N—R

o MELEMNICKOT.67DRFITFDX CH4
AR UMEET —2ORENTEONT=H.  prr—
Krﬁk?—g&—xlilit&gb§ﬂe%§ uJ of grand total cross section O for
o LUTDI8DREF -7 FDIHAT —F (201 i | ——"
[CH RSN 7= 3CERTEER) HY. NIFS-DATALL |
T2003-2004F ICHRESNTLVDH ., DY (L IRERTE -4

1.
1

Bruche 929 1 -
g 0.

ifio %ODEFI':\ Ofb’é‘ih%}o Ramsauer

Ramsauer

Barbarito §74 0.1 - 16

NIFS-DATA-72 (Ar),
NIFS-DATA-74 (CO,), T 1980 5
NIFS-DATA-76 (SF,), PRerch 1385 0088 - 12
NIFS-DATA-77 (N,), lovesan 1988 01 - 20
NIFS-DATA-79 (Xe), Sueaka 1086 | -
NIFS-DATA-80 (FZ’ CIZ’ Br2’ IZ)’ Nishimura 1 560
NIFS-DATA-81 (7kz&%0), feccs 1981 0.9 - 4000
NIFS-DATA-82 (H,), ¢ Garc 998 400 - 5000 3
NIFS-DATA-83 (HF, HCI, HBr, HI), ) the qats e ot iiable
NIFS-DATA-87 (NH,, PH.), P These dataare show [ the tabies
NIFS-DATA-90 (CH,) (from NIFS-DATA-90)

al

1- 13
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NIST Chemical Kinetics Database

http://kinetics.nist.gov/kinetics/

Kinetics
Database

Kinetics
Database
Resources

Simple Reaction
Search

Search Reaction
Database

Search
Bibliographic
Database

Set Unit
Preferences

Feedback

Rate Our Products
and Services

Citation

Help

Other Databases

NIST Standard
Reference Data
Program

NIST

National Institute of Standords and Technology

INIST Chemical Kinetics Database]

Standard Reference Database 17, Version 7.0 (Web Version), Release 1.6.3

Data Version 2011.06

A compilation of kinetics data on gas-phase reactions

Reaction Database Quick Search Form

Enter the reactant(s) and/or product(s) in the fields below. Fields may be left blank.
+ — +

If you would like more searching options, try. .
advanced reaction search form
bibliographic search form

Welcome
About the database.

Getting Started
A quick introduction to the database.

Credits and History
Who created the present version and the earlier versions?

Feedback
How to report errors or obtain technical assistance.

A

Home
©NIST, 2011

Accessibility information

Kinetics NIST .
Database National Ingsiture of Standards and Technology QD
Accessibility
Kinetics
Database Search Results
Resources
Simple Reaction
Search Click on a link in the table below to see detail on the selected reaction.
Search Reaction Records Reaction
Database 1 record matched CH, + FCGeH — Products
1 record matched CH, + CICGeH — Products
Search
Bibliographic 1 record matched CH, + HCGeCl — Products
Database 1 record matched CH, + HCGeF — Products
2 records matched ~ CH, + HCGeH — Products
Set Unit
. 1 record matched CH, +FC(0)Q- — Products
Preferences
1 record matched CH, + Rhodium carbonyl (5-2.4-cyclopentadien-1-yl)- — Adduct
Feedback 1 record maiched CH4 + AJ(CHS) - AJH(CH3)2
R Crar Prodnct 1 record matched CH_; + (CHZ)EGE — (CH;)}GEH
ate Our Products R i
and Services 2 records matched ~ CH, + CCCN — HCCCN + -CH;
3 records matched ~ CH, +-CH, — -CH; +-CH,
Help 1 record matched CH, +-CH, — C,Hy
Other Databases L s i el CEL IR = MilEs
1 record matched CH, + CF,CF — -CH; + CF,CHF
NIST Standard 1 record matched CH, +(CH;)2C —iso-C,H,,
gﬂfmﬂ“ Datz ) ccordmaiched  CH,+ CH,SCH, — (CH,)2S + CH,
P I recordmatched  CH, + CH,Sn()CH3 — (CH,)3SnH
NIST Chemistry 95 records matched CH, +Cl— -CH; + HCI
Web Book 2 records matched ~ CH, + NCO — Products
NDRL.NIST 14 records matched g§4 : E?g — EF;OHH +-CH,
Solution Kinetics 1 record matched 4 30 — Products
Database 1 record matched CH,+N — CH;NH
4 records matched ~CHy+N —HCN+H, +H:
E—LST 2 records matched ~ CH, + N — Products
@ 1B—qvh




NIST Chemical Kinetics Database

Kinetics
Database
Resources

Simple Reaction
Search

Search Reaction
Database

Search
Bibliographic
Database

Set Unit
Preferences

Feedback

Rate Our Products
and Services

Help
Other Databases

NIST Standard
Reference Data
Program

NIST Chemistry
Web Book

NDRL-NIST

Solution Kinetics
Database

S-HiFETmEnELE

Kinetics
Database

Home
©NIST, 2000
Accessibility information

NIST

Naotional Institute of Standards and Technology

Search Results

CH, + 0, — -CH, + HO,

Rate expression: k(T)= A (T/298 K)" e FART
Rate expression units:

First order: s

Second order: cm’/molecule s
Third order- cm®/molecule? s

R =8314472E-03 kJ / mole K

Energy Units kJ Molecular Units Molecule
Pressure Units Pa Temperature Units K
Base Volume Unit cm Reference Temperature  298.0

Evaluation Temperature 2980

Use the Plot checkboxes to select data for plotting. Plot selected data using the "Create Plot" button. Click the squib to see
extra information about a particular rate constant. Additional help is available.

[ Create Plot ] | [ Check all.... 2nd order |
Plot Squib Temp [K] A n Ea[kd] k(298.00K) Order
Review
[0 1992BAU/COB411-429 500 - 2000 6.59E-11 238 2
[0 1986TSA/HAMIORT 300 - 2500 6.71E-11 238 2
Experiment
[0 1961FAL/KNO782-791 830 <0.36 2

Reference reaction: C2H6+ DZ — -ClHj + HDl 2
Theory

@ -Gk +100%

Kinetics
Database
Resources

Simple Reaction
Search

Search Reaction
Database

Search
Bibliographic
Database

Set Unit
Preferences

Feedback

Rate Our Products
and Services

Citation

Help

Other Databases

WNIST Standard
Reference Data
Program

NIST Chemistry
Web Book

NDRL-NIST
Solution Kinetics
Database

NIST
Computational

Rate Constant Plot

1992BAL/ COB411-429
2-parameter fit

3-parameter fit

Fit of Arrhenius parameters to set:
Temperature range: 500 - 2000 K

Two-parameter fit: Three-parameter fit:

k(T) = Aexp(—E,/RT) k(T) = A(T/Tret)"exp(—E,/RT)

A=659%10" [cm"3/molecule s] A4 = 6.59x10!! [cm”3/molecule s]

E,=238 K] n=10.0

RMSD = 0.0 T=298[K]
E, =238 [kI]
RMSD = 0.0



NIST Chemistry Webbook
http:llwebbook.nist.govlchemistry

NIST Chemistry WebBook
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Oxygen

+ Formula: O,

» Mlolecular weight: 31 9988
+ IUPAC Standard InChI:

0 InChI=15/02/cl-2

5 Download the identifier in a file.
+ IUPAC Standard InChIKey: My1M0FIZEZ2Y20MD-USFEFACYSE-N
o CAS Registrv Number: 7782-44-7
+ Chemical structure:
o=—o
This structure is also available as a 2d Mol file .
» Other names: Molecular oxyvgen; Oxvgen molecule; Pure oxvgen; O2; Liquid-oxvgen-; UN
1072; UN 1073; Dioxygen
+ Permanent link for this species. Use this link for bookmarking this species for future reference.
» Information on this page:
5 (as phase thermochemistry data
Reaction thermochemistrv data (reactions 1 to 50)
(Gas phase ion energetics data

[= N w]

5 Notes / Error Report
+ Other data available:

(=N =]

Reaction thermochemistry data: reactions 31 to 68
Henry's Law data
Mass spectrum (electron ionization)
Constants of diatomic molecules
Fluid Properties Free
o Data at other public NIST sites: energy
3 Microwave spectra {(on physics lab web site)
> Electron-Impact lonization Cross Sections (on phvsics web site)
5 Computational Chemistry Comparison and Benchmark Database
5 (Gas Phase Kinetics Database
s Options:
5 Switch to calorie-based units

o o o

(=)

Data at NIST subscrintion sites:
M- ERTENZLE & 1=t 100

5 lon clustering data
References Enthalp ~_
Phase change data m

Reaction thermochemistry data

Go To: Top, Gas phase thermochemistry data, Gas phase ion energetics data, lon clustering data, References,

Notes / Error Report

Data compilation copyright by the U5, Secretary of Commerce on behalf of the U.5.A. All rights reserved.

Data compiled as indicated in comments:

5 - ]E. Bartmess

M-N - MMeot-Ner (Mautner) and 5. G. Lias

. Afeefy, JF. Liebman, and SE. Stein

Note: Please consider using the reaction search for this species. This page allows searching of all
reactions involving this species. A general reaction search form is also available. Future versions of this site

may relv on reaction search pages in place of the enumerated reaction displavs seen below.

Reactions 1 to 50
0% e =(0;0 =)

By formmila: O+ 0, =(0,+ 0,)

Quantity| Value Units |Method| Reference

Comment

Average of 5 out of 7 valies; Individual

AH® 48.£ 20 klmoll AVG |NA data points

Quantity| Value Units | Method| Reference Comment
A SF 102} Jmol*K | PHPMS | Hiraoka. 1988  |gas phase; M

AS? 130.| Jmol*K | PHPMS E‘;”m:]f;i gas phase: M

Quantity| Value Units | Method| Reference Comment

gas phase; see also Sherwood, Hanold,

Neshit, 1968

f'—‘-fG: 13.£4.6) kl'mol] TDAs |Hiraoka. 1888 etal, 1996. Aquino, Tavlor, etal, 2001
calns indicate rectangular anion; B
AGE 16.x42| Kkimol| TDAs |Convarand ¢ ohase: B

Payzant J.D. and

AGE 77 £ 49 - 1 as phas
AG 23,242 kI'mol| IMRE Kebade 1072 |5 phase: B
AG? 13.242| klmol| DMRE fgiﬁ' and Phelps. | ¢ hase: B

& AR —Fubk +,100%




UMIST database for Astrochemist
http://www.udfa.net/

e Astron. &Astrophys., 466, 1197-1204 (2007

o 2{KEE EERBDI1vT12U HEE
k= a (T/300)% exp (—7/T) cm3 s

. % | or| Download UDfA. ..

Found 122 'C2H4' reactions, showing 1 - 50

Reaction a B T,-T,(K)  Accuracy Source

C+CH, —CHy+H 3.00E-10  -0.11 1 15-300 ithin 2 Measurement

C*+ C,H, — C3H, ., 340E10 0.00 10 - 41000  within 2 Measurement

C*+CH, —»CH +H,+H 8.50E-11  0.00 10-41000  within : Measurement
1.70E-11  0.00 10 - 41000 withi Measurement
8.50E-11  0.00 10 - 41000 ithin 25%  Measurement
1.02E-09 0.00 10 - 41000  withi Measurement
3.50E-10  0.00 24 - 300 withi o Measurement

TE-10  0.00 10-41000  withi Lit. Search

414E-10  0.00 10-41000  within 25%  Lit. Search
6.62E-10  0.00 10-41000  withi Lit. Search
248E-10  0.00 10 - 41000 within : Measurement
6.60E-11  0.00 10 - 41000  within & Measurement
1.65E-10  0.00 10 - 41000 within & Measurement
5.00E-10  0.00/-0.50 10-41000  fac Lit. Search
8.90E-10  0.00 10 - 41000 within 259 Measurement
2.91E-10  0.00 10-41000  withi

n
2
B
4
5
B
i
8
9



http://www.udfa.net/
http://www.udfa.net/
http://www.udfa.net/

IUPAC Evaluated Kinetic Data
http://www.iupac-kinetic.ch.cam.ac.uk/

® jt \ l , D
" IUPAC Subcommittee for Gas Kinetic Data Evaluation
International Union of Pure and Applied Chemistry (IUPAC)
1=6H D —

Evaluated Kinetic Data

7 F R
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IUPAC Evaluated Kinetic Data

IUPAC Subcommittee for Gas Kinetic Data Evaluation
International Union of Pure and Applied Chemistry (IUPAC)

Home Page Data sheets for gas phase reactions of Ox species

Recent changes To cite material from the datashests helow we suggest "R Atkinson, 0 L Baulch, R A Cosx, J. I,
Crowley, R F. Hampson, R G Hynes, M E. Jenkin, M .J. Rossi, and J. Troe, Atmos. Chem. Phys,

Committee members 4 1461-1738 2004 IUPAC Subcommittee for Gas Kinetic Data Evaluation, hitp:/ Swsen iupac—
kinetic.cheamacuk” Yol 1

Email list
A zip file containing all of the POF format datasheets for this category iz available @ jupac ox easphazezip. Please
Publications do niot redistribute these datasheets or zipfile. They are for personal use only.
IUPAC home page Qur ID Last change In
ACP Reactants Products Formats preferred
Related web si 1 values

Last
evaluated

) 0x1 O+0,+ M 2002-03-09 2002-03-09
MCM-IUPAC projec
0+0, 2001-10-02 2001-10-02
odp + 0, 2001-10-02 2001-10-02
odp + 0, 2001-10-02 2001-10-02
Uze Firefox for best results 0, + 0, 2001-10-02 2001-10-02
when viewing XHTML files,
02925_.\') + M 2001-10-02 2001-10-02
02(' :‘.';5) + M e 2001-10-02 2001-10-02
0,0 A+ 0y T 2001-10-02 2001-10-02
02(1 T+ M Z001-10-02 2001-10-02
02(' E;’) + 0, 2001-10-02 2001-10-02
Website design and maint r G i & his website is hosted by the Centre for Atmospheric Scisnce

Cambridge University, UKL N f thiz w i = anywhare except with explicit written permission. &
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IUPAC Subcommittee on Gas Kinetic Data Evaluation
Website: hitp:www . iupac-kinetic ch.cam ac uk’ See website for latest evaluated data. Datasheets can be downloaded for personal use only and must not be
refransmitted or disseminated either electronically or in hardcopy without explicit written permission.
This datasheet last evaluated: 2001-10-02 ; last change in preferred values: 2001-10-02 ; last peer-reviewed publication: 2004-03-09
0,('Delta,) + M — O,(*Sigma,) + M (1) AHY =94 3 kT mal!
Rate Coefficient Data
Absolute Rate Coefficients
Rate Coefficient (k) / Third Body Unknown / Reference Techniques and Comments
em’molecule!s™! UNKNOWN
(151 = 0.05) =107 1 02 298 Borrell et al . 1977 DF-CL (a)
(147 = 0.05) = 1071 02 298 Leiss etal, 1978 (b)
(165 = 0.07) =10~ 18 02 208 Raja et al.. 1986 DE-CL (a)
3.15 = 10 ~ B exp( - 205D 02 100-450 Billington and Borrell, 1986 DE-CL (a)
157 =107 18 298
14=107 % N2 300 Collins et al _ 1973 FP-VUVA (c)
36«10 18 H2ZO 208 Findlay and Snelling, 1971 (d)
<15 x107% Cco2 208
4+ =10 18 HIO 298 Beckeretal, 1971 ()
Comments
(a)Discharge flow system. O, ( L4 ) was monitored by dimol emission at 634 nm or from O ( IZJ emission at 762 fun.
(b)Large static reactor. O, ( 14 } was monitored by emission at 1.27 um.
()0, I:I_f ) was detected by time-resolved absorption at 144 nm.
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Online calculation sites & open
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http://physics.nist/gov/PhysRefData/Ionization/Xsection.html
http://physics.nist/gov/PhysRefData/Ionization/Xsection.html
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TS5 XTXIEBREE:-f5: |. N. Kosarev et al., Combustion
and Flame 154 (2008) 569.

=N BFEDkinetics=ERAMEC:
E.L. Petersen, D.F. Davidson, R.K. Hanson, Combust.
Flame 117 (1999) 272-290.

GMI-Mech 1.2 (353 D 773 F * |& F,190 R I 18 &)
M. Frenklach, H. Wang, M. Goldenberg, G.P. Smith, D.M.
Golden, C.T. Bowman, R.K. Hanson, W.C. Gardiner,V.
Lissianski, in: GRI, Topical Report No. GRI-95/0058,
1995.

http://www.me.berkeley.edu/gri-mech/



GRI-Mech

http://www.me.berkeley.edu/gri-mech/
Bty o ik '1 EkZ%&EOH

Rate Coefficient Served as
Number Reaction Variable in
A n E GRI-Mech
(mol,em3,s) (T in K) |(cal/mol) Releases

0+ CH4 =0OH+ CH3 1.02E+09 15 8600 12:21:30

H+ CH3 (+4M) -> CH4 (+M) 3.0

pressure dependent

H+CH4 =CH3+H2 6.60E+08 1.6 :1.2;2.1;3.0

O+ CIl4 > OH + CH3

98 OH + CH4 = CH3 + H20 1.00E+08 1.6 3120 1.1;1.2;21;30

HO2 + CH3 = 02 + CH4 1.00E+12 :1.2;21;3.0

k=1.02E+09 T"1.5 exp(-8600 cal/mol /RT) em3/mol s

CH+ CH4 = H+ CIH4 6.00E+13

CH2 + CH4 -= CH3 + CH3 2. 46E+06

CH2(S) + CH4 = CH3 + CH3 1.60E+13

SOURCE:
Tsang, W, and Hampson, R.F._ (1986) J Phys. Chem. Ref. Dara 15, 1087.

CH3 + H202 ->HO2 + CH4 245E+04

—_
=N
=1

CH3 +HCO ->CH4 + CO 2.65E+13 11;12;21 COMMENTS:

Served as an optimization variable in GRI-Mech 1.2, 2.1 and 3.0 releases. The rate coefficient was not changed.

—
=
—

CH3 + CH20 -» HCO + CH4 3.32E+03 28 5860

—
a
[3#]

CH3 + CH30H -> CH20H + CH4 3.00E+07 L5 9940

CH3 + CH30H -» CH30 + CH4 1.00E+07

Temnp delta-5 delta-H kf kr Keqg
CH3 + C2H4 -> C2H3 + CH4 227E+05 (K} (cal/mol X) (kcal/mol) ----(mol,cm3,s)-—-——
CH3 + C2H6 > C2HS + CH4 6.14E+06
300 7.3 2.8 2.88E+06 2.08E+06 3.56E-01
NNH + CH3 -» CH4 + N2 2.50E+13 500 8.4 3.2 1.98E+09 7.50E+08 2.65E+00
1000 B.6 3.3 4.26E+11 2.97E+10 1.43E+01
303 CH3 + CH3CHO > CH3 + CH4 + CO | 2.72E+06 1.8 5920 1500 7.8 2.3 3.31E+12 1.42E+11 2.33E+01
2000 7.0 ] 1.05E+13 3.80E+11 2.70E+01
317 | CH3 + C3Hg -» C3H7 + CH4 9.03E-01 36 7134 2500 6.3 .8 2.26E+13  8.30E+11  2.72E+01
3000 5. -2.7 3.06E+13 1.54E+12 2.57E+01

CH4 only ~ Find Reactions ][ Instructions

[ Rate coefficient format | Chemkin file | Thermo data | Main menu ]
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