JACS

JOURNAL OF THE AMERICAN CHEMICAL SOCIETY

J. Am. Chem. Soc., 1996, 118(25), 6020-6030, DOI:10.1021/ja9506521

Terms & Conditions

Electronic Supporting Information files are available without a subscription to ACS Web Editions. The American Chemical
Society holds a copyright ownership interest in any copyrightable Supporting Information. Files available from the ACS
website may be downloaded for personal use only. Users are not otherwise permitted to reproduce, republish,
redistribute, or sell any Supporting Information from the ACS website, either in whole or in part, in either machine-
readable form or any other form without permission from the American Chemical Society. For permission to reproduce,
republish and redistribute this material, requesters must process their own requests via the RightsLink permission
system. Information about how to use the RightsLink permission system can be found at
http://pubs.acs.org/page/copyright/permissions.html

ACS Publications

3 MOST TRUSTED. MOST CITED. MOST READ. Copyright © 1996 American Chemical Society



http://dx.doi.org/10.1021/issn.0002-7863
http://dx.doi.org/10.1021/ja9506521
http://pubs.acs.org/page/copyright/permissions.html
http://pubs.acs.org/

©1996 American Chemical Society J. Am. Chem. Soc. V118 Page6020 Cleveland Supplemental Page 1

mvuéﬁo DOCUNENT

POR REVIEW PUR

POSES ONLY

JR950453] -3~ 4]

Supplementary Material
Hybridizations and VALBOND parameters used around hypervalent centers.

molecule bond | hybridization | KvALBOND
XeF2 Xe-F spl10.0 220.0
CIF3 CI-F spl10.0 220.0
CIF2ZH Cl-F spl10.0 220.0
CI-H sp3.0 220.0
CIF2CH3 Cl-F spl0.0 220.0
Cl-C sp3.0 220.0
CIF2SiH3 CI-F spl10.0 220.0
CI-Si $p3.0 220.0
SF4 S-F sp5.0 220.0
SF6 S-F sp50.0 220.0
XeF4 Xe-F spl0.0 220.0
XeF6 Xe-F sp10.0 220.0
PF5 P-F spl10.0 220.0
PF4H P-F spl0.0 220.0
P-H sp3.5 220.0
PF4Me P-F spl0.0 220.0
P-C sp4.0 220.0
PE3Me2 P-F spl0.0 220.0
P-C sp4.0 220.0
PF2Me3 P-F sp10.0 220.0
P-C sp4.0 220.0
PNPOSI Si-N sp3.591 220.0
Si-O sp3.591 220.0
Si-C sp6.772 220.0
CINLIU Si-F sp5.122 220.0
Si-C sp2.922 220.0
DALFOL Si-O sp3.591 220.0
Si-C sp6.772 220.0
ADSBOP P-O sp2.410 220.0
P-C sp2.516 220.0
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nonstandard bond stretch parameters
Atom type, Atom type, force constant(kcal/mol A), equilibruim distance A)
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MSPBZP P-O spl.410 220.0
P-C sp2.516 220.0
MPHLPA P-C sp3.000 220.0
DULDIX I-O sp4.0 220.0
I-C sp4.0 220.0
BENICL I-Cl sp4.0 220.0
I-C sp4.0 220.0
JAGCUP I-O sp4.0 220.0
IBZDAC I-0 sp4.0 220.0
I-C sp4.0 220.0
DUCCAF I-O sp5.0 220.0
I-C sp4.0 220.0
CESFEL P-O sp4.0 220.0
P-N sp4.0 220.0
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Results from selected NRT and NBO analyses. All calculations done at HF/6-311G** or
HF/LANL1DZ
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Molecule Resonance structure ~ Weight (%) Hybridizations
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