


/ B
ey /e :

V) /988
v 22 B3145. Onpepenenne ycroiiunsocTh  Not(No)n M
- /.. /, O, (Np)n ¢ n=1—11 u3 H3MEPCHHIi HOHHBIX paBHOBECH
ﬂ B rasoson ¢ase. A determination of the stabilities of No*-
(Ng)n and Oa+(Ng)n with n=1—11 from measurements
of the gas-phase ion equilibria. Hiraoka Kenzo, Na-
kajima Genei. «J. Chem. Phys.», 1988, 88, Ne 12, 7709—"
7714 (aura.) :
C HCMOJB30BAHHCM HMIYJBCHOTO  3JCKTPOHHOJYY€BOTrO
Macc-CreKTpoMeTpa BHICOKOro AaBM.' mpu T-pax 50—250 K
¢ H 680—820 K usmepeHo paBHOBeCHe pP-UHH COJbBaTaUHH.
) nonos Ngt+ 1 Opt ¢ No. Ha ocHoBe moaydeHnbIX 3HayeHHil:
/ KOHCTAHT DaBHOBECHS - ONPCAGJCHH 3HTAJBNHH H SHTPOMHH
p-uuH 06Pa30BaHHSI H TEPMOXHM. YCTORUHBOCTH KJaCTCPOB.
N:+(Ng), u O2+(N2)n ¢ n=1—I11. B 10 Bpems Kak B
kaacrepe Not...Np obpasyercsi KOBaJeHTHast cBf3b, B3aH-
MojeiicTBHa aurannos B Kaacrepax Nyt (Na)n ¢ n=2—11
ABASIOTCA TJ. o06p. sjeKkTpocraThd. M3 niaBHoro ymeHbuie-
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uua 3nauenufi AH pns xaacrepoB Ngt(Ng)a ¢ n=2—11 ¢
POCTOM 7 cAelaH BHIBOJ, YTO KJAacTepH He HMET ocoleH-
. HO YCTOi14HBOfi 0GOJIOYEUHOH CTPYKTYPHl 3a HCKJIOUECHHEM
caydyass n=1. Jdas xaacrepoB Oz+(N2). Haiimeno, uto Kia-
cTepH ¢ n=1—4 cBfi3aHbl 3HAYHTEJbHO CHJIbHEE, YeM KJa-
crepn ¢ n=5, u, uto l-as coapBaTall. 060JOYKa _HMeeT
nanGoJiee yCTONYHBYIO CTPYKTYpYy npn n=4. B. @, Baiibys
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, 119: 15681x Comparison between ab initio and modified IND>'

0-MO calculations of nitrogen Ni. Chen, Cheng; Sun, Kung
Chung; Lu, Li Hwa (Inat. Appl. Chem., Chung~Cheng Inst.
Technol., Taoyuan, Taiwan 33509?. J. Chin. Chem. Soc. (§‘aipe0
1993, 40(2), 199-201 (Eng). Both STO-3G ab initio and s-p
sepn.~type-modified INDO semiempirical methods were applied to
mol.~orbital calcn. of the N2o mol. The optimized bond distances

hetween the nearest N atoms (da-s) and the most calcd. thermodn.’
data are close to each other. The pos. values of AH.° and AG.® for’

the atomization reactivn in this work prove that Nz is stable. In
contrast to conventional INDO and MINDO/3, but similar to former
AM1 and MNDO calcns.,, both AH¢® and AGt® are pos. for the

formaYion reaction, which indicates that Nao belongs to the category’

of high-energy mols. e e

C A 1995, 119 n &
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126: 308998c A complete active—space self—consistent—field

study on cubic Nys. Evangelisti, S.; Gagliardi, L. (Dipartimento di

Chimica Fisica e Inorganica, Umversxta di Bologna, 40136 Bologna, Italy).:

Nuovo Cimento Soc. Ital. Fis., D 1996, 18D(12), 1395-1405 (Eng), Edi-'

trice Compositori. Complete Active—Space Self-Consistent—Field (CAS-

SCF) calens. for cubic Ny are presented. We studied the Ng=4N, reaction

in D, symmetry and found its energy release and activation barrier

with three different at. basis sets. The energy release for this reaction

W p / %Q M(// is predxcted to be around M_QMhlle the energy barrier to dis-
socn. is estd. about 159 kcal/mol. These results are in substantial agree-

4 ment thh previous ab initio ests.

C.H. 1997 [3é N ozg
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¢ [.— 23B3147. ®@a3zoBble Iiepexonbkl B MOJIEKYJsAp-'
A j HEIX xaacTepaX. Phase transitions in molecular clusters

| Acevedo Anita J., Caballero Linnette M., Lépez Gustavo E.

// J. Chem. Phys.— 1997.— 106, Ne 17.— C. 7257-7261.—;
Anurn. :

C ucnonp3opanueM kiaaccuy. merona Monte-Kapno npose-

. JleHo Teop. MCClenoBatite (Ga3oBhIX NEPEXONoB B MOJEK. KiIa-
crepax (N2)s u (CO)s u CBA3aHHBIX C HUMN aHOMaJIuit B
T-pHOil 3ABHCHMOCTH TEMIOEMKOCTH NPH NOCTOAHHOM 065-

eme xiactepoB. las obenx paccMaTpHBaeMBIX CHCTEM Ha-:
610annCh o6GBIYHEIe 0671aCTH COCYILIECTBOBAHHA TB. TEJIO —

A JKWIKOCTh. AHOMAJMM B TeNIOEMKOCTH NPH HM3KMX T-pax|
CBA3aHBl C OpMEHTAll. NEPEXOIOM MOJIEK. KOMINOHEHT B KJa-

M[Z W/&/{ crepe. B ciyuyae (N2)5 3TOT HH3KOT-pHBIt nepexon Gein en-,
pa 3ameTeH, onnako mis (CO)s nabmonanach CpaBHHTENbLHO

6obllIas aHAMAJINS TENJIOEMKOCTH, CBI3aHHAasA C COCYILECTBO-

({‘7)@ BaHMEM Pa3JIHYHBIX TBGpnOIIO}lOGHbIX YacCTHL[ C MOJIEKYJIaMH
4

CO, OpHEeHTHPOBAHHEIMH B Pa3IMYHBIX HaNpaBJIeHUAX.

b S " B.®. Baiys
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