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The aromaticity and MÃ¶bius characteristics of carbeno[8]heteroannulenes and triplet state
annulenesElectronic supplementary information (ESI) available: due to the two printed page length
restriction on this communication, energies and coordinates for all the systems studied can be
viewed via the ESI. See http://www.rsc.org/suppdata/cc/b1/b110626k/. Chemical Communications, 2002, ,
642-643.

2.2 33

156

ChemDig: new approaches to chemically significant indexing and searching of distributed web
collectionsElectronic supplementary information (ESI) available: list of less common chemical MIME
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http://www.rsc.org/suppdata/nj/b1/b110693g/. New Journal of Chemistry, 2002, 26, 656-666.

1.4 5

157

A computational study of the mechanism of palladium insertion into alkynyl and aryl carbonâ€“fluorine
bondsElectronic supplementary information (ESI) available: full coordinates for all geometries and
normal mode animations. See http://www.rsc.org/suppdata/p2/b1/b108727b/. Perkin Transactions II RSC,
2002, , 576-581.

1.1 47

158 Diastereoselective Reactions in Glycine Templates Containing anent-Ardeemin Fragment. Journal of
Organic Chemistry, 2002, 67, 2013-2018. 1.7 7

159 STMML. A markup language for scientific, technical and medical publishing. Data Science Journal, 2002,
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160 Scientific publications in XML - towards a global knowledge base. Data Science Journal, 2002, 1, 84-98. 0.6 20

161 A robot-based resource discovery tool for adding chemical meta-information and value to web-based
documents. New Journal of Chemistry, 2001, 25, 635-638. 1.4 3

162 Development of chemical markup language (CML) as a system for handling complex chemical content.
New Journal of Chemistry, 2001, 25, 618-634. 1.4 69
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Chemical Information and Computer Sciences, 2001, 41, 1113-1123. 2.8 63
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Journal of Chemical Information and Computer Sciences, 2001, 41, 253-258. 2.8 4
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Journal of Chemical Information and Computer Sciences, 2001, 41, 1124-1130. 2.8 40

166 A new publishing paradigm: STM articles as part of the semantic web. Learned Publishing, 2001, 14,
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167 Double aromaticity and anti-aromaticity in small carbon rings. Chemical Communications, 2000, ,
1503-1504. 2.2 38

168 HÃ¼ckel and MÃ¶bius aromaticity and trimerous transition state behaviour in the pericyclic reactions of
[10], [14], [16] and [18]annulenesâ€Šâ€ . Perkin Transactions II RSC, 2000, , 1415-1417. 1.1 36

169 MÃ¶bius aromatics arising from a Cî€†Cî€†C ring component. Chemical Communications, 2000, , 1089-1090. 2.2 26

170 A universal approach to web-based chemistry using XML and CML. Chemical Communications, 2000, ,
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171 An ab initio and MNDO-d SCFâ€“MO computational study of the extrusion reactions of R2Iâ€“F iodine(III)
via dimeric, trimeric and tetrameric transition statesâ€Šâ€ . Perkin Transactions II RSC, 2000, , 2158-2161. 1.1 15

172 MÃ¶bius and HÃ¼ckel molecular orbitals arising from Cî€†Cî€†C components in annulene ringsâ€Šâ€ . Perkin
Transactions II RSC, 2000, , 2372-2377. 1.1 20

173 Fluoridation of heteroaromatic iodonium saltsâ€”experimental evidence supporting theoretical
prediction of the selectivity of the process. Chemical Communications, 2000, , 649-650. 2.2 89

174 Twist localisation in single, double and triple twisted MÃ¶bius cyclacenesâ€ . Perkin Transactions II RSC,
2000, , 2378-2381. 1.1 27

175
An ab initio and MNDO-d SCF-MO computational study of stereoelectronic control in extrusion
reactions of R2Iâ€“F iodine(III) intermediatesâ€ . Journal of the Chemical Society Perkin Transactions II,
1999, , 2707-2714.

0.9 43

176 Ab initio SCF-MO study of the Staudinger phosphorylation reaction between a phosphane and an azide
to form a phosphazeneâ€Šâ€ . Journal of the Chemical Society Perkin Transactions II, 1999, , 1811-1814. 0.9 32

177 The preferred conformation of Î±-fluoroamides. Journal of the Chemical Society Perkin Transactions II,
1999, , 2409-2411. 0.9 75

178 Chemical Markup, XML, and the Worldwide Web. 1. Basic Principles. Journal of Chemical Information
and Computer Sciences, 1999, 39, 928-942. 2.8 196

179 Authentication of Internet-Based Distributed Computing Resources in Chemistry. Journal of Chemical
Information and Computer Sciences, 1999, 39, 483-490. 2.8 10

180 Moldanet: a network distributed molecular graphics and modelling program that integrates secure
signed applet and Java 3D technologies. Journal of Molecular Graphics and Modelling, 1998, 16, 144-149. 1.3 4
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181
The Application of Chemical Multipurpose Internet Mail Extensions (Chemical MIME) Internet
Standards to Electronic Mail and World Wide Web Information Exchange. Journal of Chemical
Information and Computer Sciences, 1998, 38, 976-982.

2.8 33
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VChemLab: A Virtual Chemistry Laboratory. The Storage, Retrieval, and Display of Chemical Information
Using Standard Internet Tools. Journal of Chemical Information and Computer Sciences, 1998, 38,
1048-1053.
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183 Elemental and Molecular Heritage: An Internet-based Display. Molecules, 1998, 3, 94-99. 1.7 5

184 The World-Wide Web as a chemical information tool. Chemical Society Reviews, 1997, 26, 1. 18.7 22

185 Some influences of fluorine in bioorganic chemistry. Chemical Communications, 1997, , 645-652. 2.2 454

186 The Internet as a computational chemistry tool. Computational and Theoretical Chemistry, 1997,
398-399, 27-33. 1.5 1

187 Advanced VRML based chemistry applications: a 3D molecular hyperglossary. Computational and
Theoretical Chemistry, 1996, 368, 49-55. 1.5 9

188 The World-Wide Web information system: chemical chaos or global scientific enabler?. Chemometrics
and Intelligent Laboratory Systems, 1995, 31, 47-52. 0.2 1

189 Chemical collaboratories using World-Wide Web servers and EyeChem-based viewers. Journal of
Molecular Graphics, 1995, 13, 268-270. 1.7 10

190 A theoretical mechanistic investigation of asymmetric aziridination by N-Aryl-O-acylhydroxylamines..
AIP Conference Proceedings, 1995, , . 0.3 0

191 A chemical collaboratory using Explorer EyeChem and the common client interface. Computer
Graphics, 1995, 29, 52-54. 0.1 8

192 The case for content integrity in electronic chemistry journals: The CLIC project. New Review of
Information Networking, 1995, 1, 61-69. 0.3 7

193 Studies of imidazole and pyrazole protonation using electrostatically trained neural networks.
Journal of the Chemical Society Perkin Transactions II, 1995, , 431. 0.9 10

194 Photoelectron spectroscopic study of the thermal decomposition of 2-pyrrolidinone and
2-pyrrolidinethione. Journal of the Chemical Society Perkin Transactions II, 1995, , 427. 0.9 5

195 Hyperactive molecules and the World-Wide-Web information system. Journal of the Chemical Society
Perkin Transactions II, 1995, , 7. 0.9 28

196 ?-Facial hydrogen bonding in the chiral resolving agent 2,2,2-trifluoro-1-(9-anthryl)-ethanol and its
racemic modification. Chirality, 1994, 6, 245-250. 1.3 5

197 EyeChem 1.0: A modular chemistry toolkit for collaborative molecular visualization. Journal of
Molecular Graphics, 1994, 12, 226-230. 1.7 11

198 Chemical applications of the World-Wide-Web system. Journal of the Chemical Society Chemical
Communications, 1994, , 1907. 2.0 22
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199 Stereoelectronic influence of fluorine in enzyme resolutions of Î±-fluoroesters. Journal of the
Chemical Society Perkin Transactions II, 1994, , 3-4. 0.9 12

200
Stereospecific control of the citrate synthase mediated synthesis of (2R,3R)-3-fluorocitrate by the
relative stabilities of the intermediate fluoroenolates. Journal of the Chemical Society Chemical
Communications, 1994, , 2029.

2.0 8

201 An SCF-MO study of the dimerisation reaction of hemifullerene (C30H12) to the potential fullerene
precursor C60H24. Journal of the Chemical Society Chemical Communications, 1994, , 1567. 2.0 11

202
Selective Ï€-facial binding of metal cations to triindenotriphenylene as a possible catalytic route to
C60precursors: a MNDO, PM3 and ab initio SCF-MO study. Journal of the Chemical Society Perkin
Transactions II, 1994, , 399-400.
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Intermolecular interactions responsible for the absence of chiral recognition: aromatic Câ€“H â‹¯ O
hydrogen bonding in the crystal structure of
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hydrochloride. Journal of the Chemical Society Chemical Communications, 1994, , 1135-1137.
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Ïƒp-parameters. Journal of the Chemical Society Chemical Communications, 1992, , 37-39. 2.0 9

211 An unusual example of stereoelectronic control in the ring opening of 3,3-disubstituted
1,2-dichlorocyclopropenes. Journal of the Chemical Society Chemical Communications, 1992, , 1323. 2.0 9
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A molecular orbital and crystallographic study of the structure and Ï€-facial regioselectivity of
9-chloro-1,4,5,8-tetrahydro-4a,8a-methanonaphthalene. Journal of the Chemical Society Perkin
Transactions II, 1992, , 447-448.
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213 Origins of the regioselectivity of cyclopropylcarbinyl ring opening reactions in bicyclo [n.1.0]
systems. Journal of the Chemical Society Chemical Communications, 1992, , 942. 2.0 19

214 Aryl group Ï€-facial electrostatic asymmetry as a contributing factor to chiral resolution on
Î²-cyclodextrin HPLC phases. Journal of the Chemical Society Chemical Communications, 1992, , 1122-1124. 2.0 9
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reactivity in 7-methylenenorbornanes. Journal of the Chemical Society Chemical Communications,
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Prediction of the histidine-95 pK a perturbation in triosephosphate isomerase using an
electrostatically trained neural network (SONNIC). Journal of the Chemical Society Chemical
Communications, 1992, , 1178.
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Transition-state structures for the reaction between styrene andtbutyl cyanoketene: Theoretical
evidence for antarafacial characteristics in a ?2 + ?2 thermal cycloaddition. International Journal of
Quantum Chemistry, 1992, 44, 469-476.

1.0 8

218 An AM1 and PM3 molecular orbital study of the pericyclic reactivity of aryl carbodiimides..
Tetrahedron, 1992, 48, 7425-7434. 1.0 12

219 ? Facial hydrogen bonding in the chiral resolving agent (S)-2,2,2-trifluoro-1-(9-anthryl)ethanol and its
racemic modification. Journal of the Chemical Society Chemical Communications, 1991, , 765. 2.0 33
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the Chemical Society Chemical Communications, 1991, , 1127. 2.0 11
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224
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Society Perkin Transactions II, 1991, , 531.
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225 Geometry optimisation at the semiempirical self-consistent-reaction-field level using the AMPAC and
MOPAC programs. Journal of the Chemical Society Perkin Transactions II, 1991, , 635. 0.9 15

226 A PM3 SCF-MO study of the structure and bonding in the cage systems S4N4 and S4N4X (X = N+, Nâˆ’, S,) Tj ET
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Perkin Transactions II, 1990, , 943-951.
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Molecular orbital studies of molecular exciplexes. Part 1: AM1 and PM3 calculations of the
ammoniaâ€“oxygen complex and its solvation by water. Journal of the Chemical Society Perkin
Transactions II, 1990, , 877-883.
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229 Vibrational spectra of sulphurâ€”nitrogen heterocycles: [S4N3]Cl and [S3N2Cl]Cl. Spectrochimica Acta
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Society Perkin Transactions II, 1989, , 475. 0.9 6
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248 Volumes of reaction for the formation of some analogues of tetrahedral intermediates. Journal of
the Chemical Society Perkin Transactions II, 1987, , 1477. 0.9 6

249 Hydrogen isotope effects in hydride transfer reactions of formaldehyde and glyoxal. An Ab initio and
MNDO SCF-M.O. study. Journal of the Chemical Society Chemical Communications, 1987, , 998. 2.0 7
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260 Electronic and crystallographic structures of trithiadiazepines. Journal of the Chemical Society
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2.0 7

270 MNDO SCF-MO calculations of equilibrium isotope effects. Journal of the Chemical Society, Faraday
Transactions 2, 1982, 78, 671. 1.1 10



17

Henry S Rzepa

# Article IF Citations

271
Two-dimensional Î´/J-resolved31P n.m.r. spectroscopy of
[bis(diphenylphosphino)methane](trimethylphosphine)chlororhodium(I). Journal of the Chemical
Society Chemical Communications, 1982, , 482-484.

2.0 6

272
Bis(diphenylphosphino)methane trimethylphosphine alkyl and Î·5-cyclopentadienyl compounds of
rhodium(I); 31P{1H} two dimensional Î´/J resolved and Overhauser effect nuclear magnetic resonance
spectroscopy. Polyhedron, 1982, 1, 809-817.

1.0 19

273 MNDO SCF-MO calculations of kinetic isotope effects for dehydrochlorination reactions of
chloroalkanes. Journal of the Chemical Society Chemical Communications, 1981, , 939. 2.0 9

274 Assignment of the structure of dihydrodaphnine diacetate by nuclear Overhauser effect difference
spectroscopy. Tetrahedron Letters, 1981, 22, 2933-2936. 0.7 12

275 MNDO study of transient species: the IR spectrum of benzyne. Journal of Molecular Structure, 1979, 51,
275-279. 1.8 17

276 Ground states of molecules. 52. A MNDO SCF-MO study of the coordination of beryllium-indenyl and
-fluorenyl complexes. Inorganic Chemistry, 1979, 18, 602-605. 1.9 7

277 Semiempirical calculations of molecular vibrational frequencies: The MNDO method. Journal of
Molecular Structure, 1978, 43, 135-138. 1.8 101

278 Ground states of molecules. 45. MNDO results for molecules containing beryllium. Journal of the
American Chemical Society, 1978, 100, 777-784. 6.6 104

279 MNDO parameters for third period elements. Journal of the American Chemical Society, 1978, 100,
3607-3607. 6.6 339

280 Ground states of molecules. 40. MNDO results for molecules containing fluorine. Journal of the
American Chemical Society, 1978, 100, 58-67. 6.6 183
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