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Regular Articles 
 
1. Mebel A.M., Zyubina T.S. 
    Nonempirical calculations of the potential surface and molecular structure of 

aluminum oxide (Al2O) in singlet and triplet states. 

    Zh. Neorg. Khim. 1987, 32, 1285-1289. 
 
2.  Mebel A.M., Klimenko N.M., Charkin O.P. 

    Structure and stability of the lithiated ALik and ALik+1
+ clusters of the 2nd and 

3rd period elements by non-empirical calculations with electronic correlation 
taken into account. 

    Zh. Struckt. Khim. 1988, 29, 12-21. 
 
3.  Klimenko N.M., Mebel A.M., Charkin O.P. 

   Peculiarity of electronic structure of the hypovalent ALik and ALik+1
+ lithides.  

    Zh. Struckt. Khim. 1988, 29, 22-27. 
 

4.  Korkin A.A., Mebel A.M., Borisov E.V. 
  Nonempirical study of the isomers of the PNO oxyphosphonitride. 
    Izvestia of USSR Acad. Sci., 1988, 900-903. 
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5.  Korkin A.A., Mebel A.M., Tsvetkov E.N. 
    Theoretical study of the effect of protonation on the phosphorus-nitrogen bond 

of amino phosphines. 
    Zh. Obshch. Khim., 1988, 58, 1015-1021. 
 
6.  Mebel A.M., Charkin O.P., Kuznetsov I.Yu., Solntsev K.A., Kuznetsov N.T. 

    Theoretical study of structure and migration non-rigidity of the B6H7
- and 

LiB6H7 closoboranes. 

    Zh. Neorg. Khim., 1988, 33, 1685-1689. 
 
7.  Mebel A.M., Charkin O.P., Solntsev K.A., Kuznetsov N.T. 

    Theoretical study of structure and migration non-rigidity of the B10H11
- 

closoborane anion. 
    Zh. Neorg. Khim., 1988, 33, 2263-2269. 
 
8.  Mebel A.M., Charkin O.P. 

    Theoretical study of the reaction of the H2 molecule cleavage from the B6H7
- 

anion. 
    Zh. Neorg. Khim., 1989, 34, 275-280. 
 
9.  Mebel A.M., Charkin O.P., Solntsev K.A., Kuznetsov N.T. 

    Theoretical study of structure and migration non-rigidity of the B7H8
- and 

B8H9
- anions. 

    Zh. Neorg. Khim., 1989, 34, 281-289. 
 
10.  Mebel A.M., Charkin O.P. 
     Theoretical study of structure and stability of fluoro-substituted derivatives of 

the closoborane B6FiH6-i
2- anion. 

     Zh. Neorg. Khim., 1989, 34, 611-617. 
 
11.  Mebel A.M., Charkin O.P. 
     Theoretical study of migration non-rigidity of the closoborane salts Li2B6H6, 

BeB6H6, (BeH)2B6H6, and LiB6H6
-. 

      Zh. Struckt. Khim., 1989, 30, 7-18. 
 
12.  Mebel A.M., Charkin O.P., Solntsev K.A., Kuznetsov N.T. 

     Theoretical study of structure and migration non-rigidity of the B9H10
- anion. 

     Zh. Neorg. Khim., 1989, 34, 1435-1443. 
 
13.  Mebel A.M., Charkin O.P., Solntsev K.A., Kuznetsov N.T. 

     Theoretical study of structure and migration non-rigidity of the B12H13
- anion. 

     Zh. Neorg. Khim., 1989, 34, 1444-1448. 
 
14.  Musaev D.G., Mebel A.M., Chimiraglia R., Tomasi J., Charkin O.P. 

     Nonempirical study of isomerization in the CuAlO and CuCP molecules by 
pseudopotential method. 
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     Koord. Khim., 1989, 15, 1155-1161. 
 
15.  Yakobson V.V., Musaev D.G., Zyubin A.S., Mebel A.M., Charkin O.P. 

     Theoretical study of Li+ affinity of the hydrides MHn, fluorides MFn, and 

lithides MLin molecules. 

     Koord. Khim., 1989, 15, 1478-1488. 
 
16.  Mebel A.M., Charkin O.P. 

     Theoretical study of structure of the AlB5H6
2-, CB5H6, SiB5H6

- anions and 

their protonated derivatives AlB5H7
-, CB5H7, and SiB5H7. 

     Zh. Neorg. Khim., 1990, 35, 312-319. 
 
17.  Korkin A.A., Mebel A.M. 
     Comparative nonempirical study of the conjugation effects in iminophosphines 

and iminophosphoranes. 
     Metalorg. Khim., 1990, 3, 1005-1011. 
 
18.  Mebel A.M., Charkin O.P., Klimenko N.M. 
     Theoretical study of the hexalithide clusters ALi6. 

     Zh. Neorg. Khim., 1991, 36, 439-450. 
 
19.  Mebel A.M., Charkin O.P., Klimenko N.M. 
     Theoretical study of structure and stability of  beryllium hydride clusters 

(BeH)k (k = 2, 4, 6), A(BeH)4, and A(BeH)6. 

     Zh. Neorg. Khim., 1991, 36, 741-751. 
 
20.  Mebel A.M., Charkin O.P. 
     Theoretical study of reactions of molecular hydrogen with active centers in the 

B6H5
- and AlB5H5

- clusters. 

     Zh. Neorg. Khim., 1991, 36, 2354-2367. 
 
21.  Mebel A.M., Charkin O.P. 
     Nonempirical study of potential surface of the least motion path of AlH + H2 

→ AlH3 reaction. 

     Zh. Neorg. Khim., 1991, 36, 2368-2375. 
 
22.  Mebel A.M., Charkin O.P. 
     Theoretical study of reactions of molecular hydrogen with active centers in the 

CB5H5 and SiB5H5 clusters. 

     Zh. Neorg. Khim., 1991, 36, 2881-2888. 
 
23.  Solntsev K.A., Mebel A.M., Votinova N.A., Kuznetsov N.T., Charkin O.P. 

     Polyhedral anion B12H12
2- as three-dimensional aromatic system. 

     Koord. Khim., 1992, 18, 340-364. 
 
24.  Buehl M., Mebel A.M., Charkin O.P., Schleyer P.v.R. 
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     The structure of B8H8
2- in solution.  Is B8H9- also involved?  An ab initio/ 

IGLO/NMR study. 
     Inorg. Chem., 1992, 31, 3769-3775. 
 
25.  Mebel A.M., Charkin O.P. 
     Theoretical of reactions of molecular hydrogen with active centers in the  

 BnHn-1
- clusters. 

     Zh. Neorg. Khim., 1992, 37, 2355-2362. 
 
26.  Mebel A.M., Strunina E.V., Charkin O.P. 
     Theoretical study of reactions of cluster active center insertion into the C-H 

and C-C bonds. 
     Zh. Neorg. Khim., 1992, 37, 2363-2374. 
 
27.  Borisov E.V., Mebel A.M., Knyazev B.A., Zabrodin V.B., Korkin A.A. 
       Comparative nonempirical study and isodesmic calculations of heats of 

formation of HNCO and HPCI isomers. 
       Izvestia of Russ. Acad. Sci., Ser. Khim. 1992, 41, 1585-1590. 
 
28.  Mebel A.M., Charkin O.P., Buehl M., Schleyer P. v. R. 

     The structure and non-rigidity of B10H11
-. Ab initio/IGLO/NMR study. 

     Inorg. Chem., 1993, 32, 463-468. 
 
29.  Mebel A.M., Charkin O.P., Schleyer P. v. R. 

     Theoretical prediction of the structure and non-rigidity of B7H8
-.  Application of 

the ab initio/IGLO/NMR method. 
     Inorg. Chem., 1993, 32, 469-473. 
 
30.  Mebel A.M., Musaev D.G., Morokuma K. 
     Ab initio MO study of mechanisms of the reaction of B2H6 with SH2. 

     J. Phys. Chem. 1993, 97, 7543-7552. 
 
31.  Mebel A.M., Musaev D.G., Morokuma K. 

     Ab initio molecular orbital study of structure and NMR 11B chemical shifts of 
Lewis base adducts of CO, NH3, PF3, and PH3 with small nido-boranes, B3H7 

and B4H8. 

     Chem. Phys. Lett. 1993, 214, 69-76. 
 
32.  Mebel A.M., Musaev D.G., Koga N., Morokuma K. 
     Metallaboranes with 8 and 9 group transition metals.  Is accurate ab initio 

molecular orbital calculation of structure, stability and NMR 11B chemical shifts 
possible? 

     Bull. Chem. Soc. Jpn. 1993, 66, 3259-3270. 
 
33.  Mebel A.M., Musaev D.G., Morokuma K. 
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       An alternative mechanism of BH2SH formation in the reaction of B2H6 with 

SH2:  Concerted elimination of BH3 and H2 from H2S.B2H6.  Ab initio MO 

study. 
       Chem. Phys. Lett. 1993, 216, 313-318. 
 
34.  Mebel A.M., Morokuma K., Musaev D.G. 
       Ab initio MO study of cluster rearrangements in pentagonal pyramidal 

clusters, B6H10 borane and [(IrB5H8)(CO)(PH3)2] metallaborane. 

       J. Am. Chem. Soc., 1994, 116, 3932-3942. 
 
35.  Mebel A.M., Morokuma K., Lin M.C. 
      Ab Initio Molecular Orbital Study of Potential Energy Surface for the NH+NO2 

Reaction. 
       J. Chem. Phys., 1994, 101, 3916-3922. 
 
36.  Herges R., Mebel A.M. 
       Propargylene. 
       J. Am. Chem. Soc., 1994, 116, 8229-8237. 
 
37. Mebel A.M., Lin M.C. 
 Ab initio molecular orbital calculations of C6H5O2 isomers. 

 J. Am. Chem. Soc., 1994, 116, 9577-9584. 
 
38. Musaev D.G., Mebel A.M., Morokuma K. 
 An ab initio molecular orbital study of the mechanism of the rhodium(I)-

catalyzed olefin hydroboration reaction.  
 J. Am. Chem. Soc., 1994, 116, 10693-10702. 
 
39. Yu T., Mebel A.M., Lin M.C. 
 The reaction of phenoxy radical with nitric oxide. 
 J. Phys. Org. Chem., 1995, 8, 47-53. 
 
40. Musaev D.G., Matsubara T., Mebel A.M., Koga N., Morokuma K. 
 Ab initio molecular orbital studies of elementary reactions and homogeneous 

catalytic cycles with organometallic compounds. 
 Pure Appl. Chem., 1995, 67, 257-263. 
 
41. Mebel A.M., Morokuma K., Lin M.C., Melius C.F. 
 Potential energy surface of the HNO+NO reaction. An ab initio molecular 

orbital study. 
 J. Phys. Chem., 1995, 99, 1900-1908. 
 
42.  Mebel A.M., Isobe K., Morokuma K. 
       A theoretical study of rectangular tetrasulfur in a gas phase and in the 

tetranuclear [{Rh2(5-C5H5)2(-CH2)2}2(-S4)]2+ complex. 

       Inorg. Chem., 1995, 34, 1208-1211. 
 
43. Lin M.C., Mebel A.M. 

 An ab initio molecular orbital study of the O + C6H5O reaction. 

 J. Phys. Org. Chem., 1995, 8, 407-420. 



 

 7 

 

 
44. Mebel A.M., Lin M.C., Morokuma K., Melius C.F. 
 Theoretical study of the gas phase structure, thermochemistry and 

decomposition mechanisms of NH4NO2 and NH4N(NO2)2. 

 J. Phys. Chem., 1995, 99, 6842-6848. 
 
45. Mebel A.M., Morokuma K., Lin M.C. 
 Ab initio molecular orbital study of potential energy surface for the reaction of 

C2H3 with H2 and related reactions. 

 J. Chem. Phys., 1995, 103, 3440-3449. 
 
46. Mebel A.M., Hsu, C.-C., Lin M.C., Morokuma K. 
 An ab initio molecular orbital study of potential energy surface of the NH2 + 

NO2 reaction. 

 J. Chem. Phys., 1995, 103, 5640-5649. 
 
47. Mebel A.M., Morokuma K., Lin M.C. 
 Modification of the GAUSSIAN-2 theoretical model: The use of coupled-

cluster energies, density-functional geometries, and frequencies. 
 J. Chem. Phys., 1995, 103, 7414-7421. 
 
48. Mebel A.M., Morokuma K. 

 Theoretical Study of the Reaction of HCl with ClONO2 catalyzed by NO3-. 

”Attachment-Detachment” Mechanism for the Anion-Catalyzed Neutral 
Reactions. 

 J. Phys. Chem., 1996, 100, 2985-2992. 
 
49. Mebel A.M., Lin M.C., Morokuma K., Melius C.F. 

 Theoretical rate constants for the NH3 + NOx → NH2 + HNOx (x = 1,2) 

reactions by ab initio MO/VTST calculations. 
 J. Phys. Chem., 1996, 100, 7517-7525. 
 
50. Liu R., Morokuma K., Mebel A.M., Lin M.C. 
 Ab initio study of the mechanism for the thermal decomposition of the 

phenoxy radical. 
 J. Phys. Chem., 1996, 100, 9314-9322. 
 
51. Mebel A.M., Chen Y.-T., Lin S.H. 
 -* vibronic spectrum of ethylene from ab initio calculations of the Franck-

Condon factors. 
 Chem. Phys. Lett., 1996, 258, 53-62. 
 
52. Hsu C.-C., Mebel A.M., Lin M.C. 
 Ab initio molecular orbital study of the HCO + O2 reaction: direct vs. indirect 

abstraction channels. 
 J. Chem. Phys., 1996, 105, 2346-2352. 
 

53. Luna A., Mebel A.M., Morokuma K. 
 A molecular orbital study of the global potential energy surfaces 
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 of the [H,C,N,O]+ system in doublet and quartet states. 
 J. Chem. Phys., 1996, 105, 3187-3205. 
 
54. Mebel A.M., Lin M.C., Morokuma K., Melius C.F. 
 Theoretical study of reactions of N2O with NO and OH radicals. 

 Int. J. Chem. Kinet., 1996, 28, 693-703. 
 
55. Mebel A.M., Luna A., Lin M.C., Morokuma K. 

           Theoretical study of the global potential energy surfaces of the [H,C,N,O] 
system 

 in singlet and triplet states. 
 J. Chem. Phys., 1996, 105, 6439-6454. 
 
56. Mebel A. M., Diau E. W. G., Lin M. C., Morokuma K. 
 Ab Initio and RRKM Calculations for Multichannel Rate Constants of the 

C2H3 + O2 Reaction. 

 J. Am. Chem. Soc., 1996, 118, 9759-9771. 
 
57. Mebel A.M., Chen Y.-T., Lin S.H. 
 On the theoretical investigation of vibronic spectrum of ethylene by ab initio 

calculations of the Franck-Condon factors. 
 J. Chem. Phys., 1996, 105, 9007-9020. 
 
58. Madden L.K., Mebel A.M., Lin M.C., Melius C.F. 
 A theoretical study of the thermal isomerization of fulvene to benzene. 
 J. Phys. Org. Chem., 1996, 9, 801-810. 
 
59. Moskaleva L.V., Mebel A.M., Lin M.C. 
 The CH3 + C5H5 reaction: a potential source of benzene at high 

temperatures. 
 Twenty Sixth Symposium (International) on Combustion, The Combustion 

Institute: Pittsburgh, 1996, pp. 521-526. 
 
60. Halbgewachs M.J., Diau E.W.G., Mebel A.M., Lin M.C., Melius C.F. 
 Thermal reduction of NO by NH3: kinetic modeling of the NH2 + NO product 

branching ratio. 
 Twenty Sixth Symposium (International) on Combustion, The Combustion 

Institute: Pittsburgh, 1996, pp. 2109-2116. 
 
61. Hsu C.-C., Lin M.C., Mebel A.M., Melius C.F. 
 Ab initio study of the H + HONO reaction: direct abstraction versus indirect 

exchange processes. 
 J. Phys. Chem. A, 1997, 101, 60-66. 
 
62. Mebel A.M., Lin S.H., Chang C.-H. 
 Theoretical study of vibronic spectra and photodissociation pathways of 

methane. 
 J. Chem. Phys., 1997, 106, 2612-2620. 

 
63. Mebel A.M., Lin S.H. 
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 Excited Electronic States of the Methyl Radical.  Ab Initio Molecular Orbital 
Study of Geometries, Excitation Energies and Vibronic Spectra. 

 Chem. Phys., 1997, 215, 329-341. 
 
64. Mebel A.M., Lin M.C., Yu T., Morokuma K. 
 Theoretical study of potential energy surface and thermal rate constants for 

C6H5 + H2 and C6H6 + H reactions. 

 J. Phys. Chem. A, 1997, 101, 3189-3196. 
 
65. Hayashi M., Yang T.S., Mebel A.M., Chang C.H., Lin S.H., N.F. Scherer 
 Vibronic and vibrational coherence and relaxation dynamics of molecules in 

condensed phases. 
 Chem. Phys., 1997, 217, 259-273. 
 
66. Richardson S.L., Francisco J.S., Mebel A.M., Morokuma K. 
 Can chlorine anion catalyze the reaction of HOCl with HCl. 
 Chem. Phys. Lett., 1997, 270, 395-398. 
 
67. Hayashi M., Yang T.S., Yu J., Mebel A.M., Lin S.H. 
 Spectroscopy and ultrafast dynamics in the electron donor-acceptor complex: 

TCNE-HMB. 
 J. Phys. Chem. A, 1997, 101, 4156-4162. 
 
68. Mebel A.M., Hayashi M., Lin S.H. 
 Ab Initio Calculations of Vibronic Coupling. Applications to Symmetry-

Forbidden Vibronic Spectra and Internal Conversion in Ethylene 
 Chem. Phys. Lett., 1997, 274, 281-292. 
 
69. Mebel A.M., Chen Y.-T., Lin S.H. 
 Ab initio molecular orbital study of excited electronic states of the vinyl radical. 
 Chem. Phys. Lett., 1997, 275, 19-27. 
 
70. Park J., Dyakov I.V., Mebel A.M., Lin M.C. 
 Experimental and Theoretical Studies of the Unimolecular Decomposition of 

Nitrosobenzene: High-Pressure Rate Constants and the C-N Bond Strength 
 J. Phys. Chem. A, 1997, 101, 6043-6047. 
 
71. Jackson W.M., Mebel A. M., Lin S. H., Lee Y. T. 
 Using ab initio MO calculations to understand the photodissociation dynamics 

of CH2CCH2 and CH2C2 

 J. Phys. Chem. A, 1997, 101, 6638-6646. 
 
72. Mebel A. M., Lin S. H., Yang X. M., Lee Y. T. 
 Theoretical Study on the Mechanism of the Dissociation of Benzene.  The 

C5H3 + CH3 Product Channel. 

 J. Phys. Chem. A, 1997, 101, 6781-6789. 
 
73. Wang Y.-L., Mebel A.M., Wu C.-J., Chen Y.-T., Lin C.-E., Jiang J.-C. 

 Infrared spectroscopic observation and theoretical vibrational calculation of 
melamine molecule. 
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 J. Chem. Soc., Faraday Trans., 1997, 93, 3445-3451. 
 
74. Liao D.-W., Mebel A.M., Chen Y.-T., Lin S.H. 
 A Theoretical Study of the Structure, Energetics and the n -* electronic 

transition of the acetone + nH2O (n=1-3) complexes. 

 J. Phys. Chem. A, 1997, 101, 9925-9934. 
 
75. Mebel A.M., Lin M.C. 
 Theoretical studies of reactions of NOx with nitrogen hydrides. 

 Int. Rev. Phys. Chem., 1997, 16, 249-266. 
 
76. Hayashi M., Mebel A.M., Liang K.K., Lin S.H. 
 Internal conversion rate constant for polyatomic molecules. Ab initio study of 

radiationless transitions between excited and ground singlet electronic states 
of ethylene. 

 J. Chem. Phys., 1998, 108, 2044-2055. 
77. Mebel A.M., Lin M.C., Melius C.F. 

 Rate constant of the HONO + HONO → H2O + NO + NO2 reaction from ab 

initio MO and TST calculations. 
 J. Phys. Chem., 1998, 102, 1803-1807. 
 
78. Mebel A.M., Schleyer P.v.R., Charkin O.P., Najafian K. 

 The structure and nonrigidity of B9H9
2- and B9H10

-. Comparisons of BnHn+1
- 

systems. 
 Inorg. Chem., 1998, 37, 1693-1703. 
 
79. Mebel A.M., Lin S.H., Pinnaduwage L.A. 

 Potential energy surfaces of excited states of H2
-. 

 Chem. Phys. Lett., 1998, 285, 114-120. 
 
80. Chang A.H.H., Mebel A.M., Yang X.-M., Lin S.H., Lee Y.T. 
 Ab Initio Calculations of Potential Energy Surface and Rate Constants for 

Ethylene Photodissociation at 193 and 157 nm 
 Chem. Phys. Lett., 1998, 287, 301-306. 
 
81. Mebel A.M., Jackson W.M., Chang A.H.H., Lin S.H. 
 Photodissociation dynamics of propyne and allene: a view from ab initio 

calculations of the C3Hn (n = 1-4) species and the isomerization mechanism 

of C3H2. 

 J. Am. Chem. Soc., 1998, 120, 5751-5763. 
 
82. Hayashi M., Yang T.-S., Yu J., Mebel A.M., Chang R., Lin S.H., Rubtsov I.V., 

Yoshihara K. 
 Vibronic and vibrational coherence and relaxation dynamics in the TCNE-

HMB complex 
 J. Phys. Chem. A, 1998, 102, 4256-4265. 
 

83. Chang A.H.H., Mebel A.M., Yang X.-M., Lin S.H., Lee Y.T. 
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 Ab initio/RRKM approach toward the understanding of ethylene 
photodissociation 

 J. Chem. Phys., 1998, 109, 2748-2761. 
 
84. Mebel A.M., Lin M.C., Morokuma K. 

 Ab initio MO and TST calculations for the rate constant of the HNO + NO2 → 

HONO + NO reaction. 
 Int. J. Chem. Kinet., 1998, 30, 729-736.  
 
85. Hwang D.-Y., Mebel A.M. 
 Ab initio study on the reaction mechanism of ozone with chlorine atom 
 J. Chem. Phys., 1998, 109, 10847-10852. 
 
86. Schleyer P.v.R., Najafian K., Mebel A.M. 

 The large closo-borane dianinons, BnHn
2- (n = 13-17) are aromatic, why are 

they unknown? 
 Inorg. Chem., 1998, 37, 6765-6772. 
 
87. Ju S.-S., Han C.-C., Wu C.-J., Mebel A. M., Chen Y.-T. 
 The fragmentation of melamine: A study via electron-impact ionization, laser-

desorption ionization and collision-induced dissociation, and density functional 
calculations of potential energy surface for various dissociation channels. 

 J. Phys. Chem. B, 1999, 103, 582-596. 
 
88. Mebel A.M., Lin H.L, Lin S.H. 

 Ab Initio Molecular Orbital and Density Functional Study of the C6H6
.I2 

Complex in the Ground and Excited Electronic States 
 Int. J. Quantum Chem., 1999, 72, 307-318. 
 
89. Mebel A.M., Najafian K., Charkin O.P., Schleyer P.v.R. 

 An ab initio study of protonation of B12H12
2-.  Structure and nonrigidity of 

B12H13
- and formation of B12H11

- and B24H23
3- 

 J. Mol. Struct. (THEOCHEM), 1999, 461-462, 187-202. 
 
90. Mebel A.M., Moskaleva L.V., Lin M.C. 
 Ab initio MO calculations for the reactions of NH2 with H2, H2O, NH3, and 

CH4: prediction of absolute rate constants and kinetic isotope effects 

 J. Mol. Struct. (THEOCHEM), 1999, 461-462, 223-238. 
 
91. Mebel A.M., Lin M.C. 
 Prediction of absolute rate constants for the reactions of NH2 with alkanes 

from ab initio G2M/TST calculations 
 J. Phys. Chem. A, 1999, 103, 2088-2096. 
 
92. Pinnaduwage L.A. , Ding W.X., McCorkle D. L., Lin S.H., Mebel A.M., 
 Garscadden A.  
 Enhanced electron attachment to Rydberg states in molecular 

 hydrogen volume discharges 
 J. Appl. Phys., 1999, 85, 7064-7069. 
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93. Kaiser R.I., Mebel A.M., Chang A.H.H., Lin S.H., Lee Y.T. 
 Crossed-beam reaction of carbon atoms with hydrocarbon molecules V: 

Chemical dynamics of n-C4H3 formation from reaction of C(3Pj) with allene, 

H2CCCH2 (X1A1) 

 J. Chem. Phys., 1999, 110, 10330-10344. 
 
94. Chang A.H.H., Hwang D.W., Yang X.-M., Mebel A.M., Lin S.H., Lee Y.T. 
 Toward understanding of ethylene photodissociation: theoretical study of 

energy partition in products and rate constants 
 J. Chem. Phys., 1999, 110, 10810-10820. 
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