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Absgtract The nolecular gructures, relaive gahilities, dipole moments and rotational congants of HGN ,
HGN and their isomers are calculated by BALYP/ 6311+ + G~ . In HG;. xNC, (x=0 3), HGN is
found to be the npg dable dructure. The rotational congants Bg values of HGN and HGNC which are

obtained from BaLYP/ 6311 + + G~ ~ are dnpg exactly in acoordance with the experimental vaues. In
HGs. \NCx(x =0 5), HGN is found to be nore gable than other isomers, but its dipole noment is

relaively smdl. For the rotationa congants Bodf HGN , the rdative gandard deviation between the cal culated
value and the experimental value isonly 0. 6 %.
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Table 1l Totd energes E, dipole nomentsy and rotationd congdants Bo for HG. \NCx(x =0 3) nolecules

BALYP6-311+ +G

E/ Hartree A E (Kol b p/D Ay /D Bo/ MHz Bo/ MHz
HGN - 169. 596439 0 3.92 0 4581.3 4549°
HGNC - 169. 555371 107.87 2.9 - 0.9 4984.4 4968°
HONG, - 169. 480169 305.41 7.19 3.9 5005. 4 —
GNH - 169. 525275 186.95 5.47 1.55 4660. 1 —

: [y, ° [12].
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No. 11 HG. .NCx(x=0 3) HGs. NC,(x=0 5) DFT 1985
2 HG. xNCx(x=0 5) E, v Bo
Table 2 Tota energes E, dipole nomentsy and rotationa condants Bo for HG. ,NCx(x=0 5) nolecules
BLYP 6311+ + G~ 2
E/ Hartree A E (K ol Y u/D Ap/D Bo/ MHz Bo/ MHz
HGN - 245.762346 0 4.7 0 1339.3 1331.3
HGNC - 245.720722 109. 34 3.27 -1.43 1406. 8 —
HGNG - 245. 648634 289.71 7.79 3.09 1452.8 —
HGNG - 245. 668683 246.01 5.85 1.15 1459. 4 —
HONG, - 245.633436 338.61 10.18 5.48 1422.3 —
GNH - 245. 682295 210.26 7.13 2.43 1360. 6 —
a [14].
HGN Bo 1339. 3 MHz, 8 Tang, Z-C.; Shi, L. Acta Chim. Snica 1997, 55, 1191
1331. 3 MHz, (in Crines) .
0.6 %. , ( , , , 1997, 55, 1191.)
' B3 YP 9 Liu, Z-Y.; Huang, R.-B. ;. Zherg L.-S. Chin. J.
Chem. Phys. 1997, 10, 413 (in Chinese) .
, . Slva
sl MPY 431G HGN ( ’ ’ ’ S
413.)
Bo, 10 Fich, M. J. ; Trucks, G W. ; Shiegel , H. B. ; Scuseria,
1.38 %, G E ; Robb, M. A. ; Cheeseman, J. R. ; Zakrzewski , V.
, HG;. \NC,(x=0 G ; Mortgomery , J. A. ; Sratmann, Jr. R. E. ; Burant, J.
3) , HG. (NC,(x=0 5) , C. ; Dgpprich, S. ; Millam,J. M. ; Danids, A. D. ; Kudin,
HGs. ,NC, (x = K. N.; Sran, M. C.; Farkas, O. ; Tomad , J. ; Barone,
0 5) Bo V.; @s3, M. ; Camm , R. ; Mennucai , B. ; Pomdli, C. ;
Adamo , C. ; difford, S. ; Ochterski , J. ; Pterson, G A. ;
Ayda, P. Y.; Cui, Q. ; Morokuma, K. ; Mdick, D. K. ;
Rabuck, A. D.; Raghavechari, K.; Foresman, J. B.;
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LivrS
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The nolecuar dructures, relative dahilities, dipole moments and rotationd
oongants of HGN , HGN and their isomers are cadcuaed by BL YP 6311 + +
", In HG. .NC(x=0 3), HGN isfound to be the npg sable sructure.
The rotationad condants By vaues o HGN and HGNC which are obtained from
B3LYP 6311+ + G " are dnog exactly in acoordance with the experimenta
vaues. In HG. \NC,(x=0 5) , HGN isfound to be nore gable than other
iomers, but its dpole moment is rddively srdl. For the rotationd congarts Bo
o HGN, the rdaive gandard deviation between the cacuaed vaue and the

eperimenta vaue isonly 0.6 %.
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Snthessand Crydal Sructure d coso Tweve-
vertex Cluger [(-A) ( PhPCsHy) 2 Niz By HsCl-
(PPhy)]

DOU, JiarMin; HU, ChurHua; YAO, Ha-
Jun; L1, YueSheng; JIN, RurShui; ZHENG,
Pei-Ju

Acta Chimica Sinica 2002, 60(11) , 1993

The cduder poseses doso twevevertex corfiguraion and has two ortho
cycloboronated Ni —P—C —C—B five-membered rings. There is a C-hridge
between two Ni aoms. The dructure andyds sows that the cyclization can
grengthen the nicke-to-boron bonding.

Sdvothermal Synthesis and Crysal Sructure
d a High Symmetric Supermodecular
Huor oger manate ( NH;) 2 GeFs- HO

CHEN, YarMin; WANG, ShuTao; WANG,
EnBo
Acta Chimica Sinica 2002, 60(11) , 1999

The compound belongs to cubica
gydem, Pace gowp FM3m, a=
0.9118(2) nm,B =90, Zz=1.
The bond lengh o G—F is
0.1867(9) nm and the bond ange
o F—@—F is 90.0° or 180C°,
repectivdly. The GeR® and H,O
oonnected 3-D grid-shaped network
through F H—O hydrogen bonds.
NH, ¥ cations locate in the center of

the giids. GeRs® octahedra has high Oy symmetry.




