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¥dward, Haller John F. Absorption spectrum ol
fluorine azide. <Appl. Speatrosc.», 1966, 20, Ne 6, 417—418
(arra.)

HMccnenopano pasfioikense asuaa ¢ropa, MHHYS (daay,
konaencaunn npu 100°. Asua ¢ropa —ra3 ApKO-3€CHOTO
1BeTa, MMEIOLLHl MoJocy TOorjoueHns, npi 410 mp.
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: ~80620c Absorption spectrum of fluorine azide. Edward Gip-
t «———stein and John F. Maller (Olin Mathieson Chem. Corp., New ..
vy j ‘Haveri, Conn.). Appl. Spectrosc. .20(6), 417-18(1966)(Eng).!
: - .. .. ‘Improved yields of FN; were obtained by reaction of 2 moles dry |
i HN,; with 1 mole F gas at room temp. The HNj was carried into’
o~ ..___lthe reaction chamber in a stream of dry N at 45 cc./min. De-__
‘tails are given of the app. and procedure for safe reaction. The .

---';x:odu'ct, a green gas, was characterized by its visible spectritm in—
‘N. Inaddn. toa strong band at 410 mg, weaker bands were ob-!
& i ‘served at 378, 390, 397., 428, 439, and 444 mu,__ M. F. Barash Lo
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/ ' 19b4373. Poroauz FN; npu 193 num. P{otolysis of
3 FN3 at 193 nm..Patel D, Pritt A. T, Benard D. J.
- «J. Phys. Chem.», 1986, 90, Ne 9, 1931—1934 (anru.)

- H3yuenw! aMuccHOHHLIG CNeKTPHl B BHANMONT  obaacth,
Bo30y:xaaemele npn uMmnyJabcuoM @t NF; cseroM 193 nu

sKcuMepHoro Jasepa na ArF (HHTerpanbHBHIT NMOTOK 3Hep-

rud B uMnyasce 5—130 MIx/cm?).  P-wmio mposomman

npn nasia. 10—200 Topp B NOTOKe, NOJy4acMOM CMeLlH-

‘BanneM JAByX rasoBblX notokoB — HN3;+N; 1 Fa+4N,, Tak

: uto FN; moayuancs B p-uun HN;+F. nenocpeacrsenno B
notoke.  Habmopann cnektp. nonocer NF(b—X) npu

. 528 mnM'm Nz(B—A) npun 600—800 mM, npuueM B nepnble
WM’L A /7 f. 500 nc nocse (OTOJH3YIOMIErO HMIYJbCa KoJeGar. pacnpe-
) nejenne NF(b) sBnserca = GOJBUMAHOBCKHM H COOTBET-
ctByer T-pe J200K B oTsnuHe OT -H3yucHHOro panee Ot

‘CIF3, rae oGpasyercsi NCI(D) .c HepPaBHOBECHO BBICOKHM

3acesienneM ‘KoneGar. cocrosHuit v'<<10. Ceuenne doro-

aucconnaunn FN3 npn 193 uM pasho 2;8-10-'7 cm2 By

@ xonbt oGpasopanuss NF(b) u Nz(A) paBumr coots. 5% i

25%. Koncrantet ckopoctu tywenns NF(b) u N2(4) B co-

yaapennsax ¢ FN; u NO mnaiigensl pasubivu (8,743,0).

X1986, 19075 ENs ()




2105 u (1,12£0,2) - 105 Topp='-c-! co0TB., a Tensota o6pa-,
3opanus FN3 Jsexknt B gnamasone 120—133 kkan/moas.!
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/981
D 251044, DJeKTpoHHas CTPYKTYpPAa M SHEPreTHKa a3H--
aa ¢ropa (FNj). Electronic structure and energetics of
fluogrine azide (FNj) | Michels H. A, Montgome-
ryJ.A. /[ Abstr. Pap., 194th ACS Nat. Meet. (Amer..
Chem. Soc.), New Orleans, La, Aug. 30-Sept. 4, 1987.—
Washington, D. C,, (1987).—C. 953.— Amnra.

TIpoBefeH pacyer OCHOBHOTO 3JEKTPOHHOrO —COCTOSIHHA.

- 1A’ mosekyau FNj ¢ MOMOMIBIO TeOpHH BO3MYlleHHi Mea-

‘aepa — [lneccefa 2-r0 NOpsAKA H METOAOM KOHQHrypaw,
B3aHMOJCHCTBHA C YYCTOM OLHO- H JABYKPAaTHHX BO30OyK-
JeHH{l N0 OTHOWIEHMIO K XapTPH-YOKOBCKOMY AeTEPMHHAH-
.Ty. PaBHoBecHas KOHQHrypaumus FN; umeer cHMMerpHiO
C, u yron F—N—N 104,3°. Tloayyennas TenJora o6paso-
pauns FNj (515 kJIK/Moab) corjacyercs €  IKCHepHM,
JaHHLIMH, OCHOBaHHBIMH Ha HCC/IeOBaHHH JasepHoro Or
FNj;. DHeprusi AHCCOLHALHH Ha N2+NF u F+N; cocrasu-
Ja 33 H 85 kJlx/moab coorserctBenHo. A. A. Cadouon
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3 * 7J1175. H3yuenne CTPYKTyphi TpHasonueHuadTopuna’
FN; meropamu MHKPOBONHOBO# M HK-cnekTpockonuu u c.
NOMOWbIO PACUETOB HEIMNHPHYECKHMH MeTogaMH. Structu-'
re of triazadienyl fluoride, FN3, by microwave, infrared,
and ab initio methods. Christen D, Mack H. (&
Schatte G., Willner H. «J. Amer. Chem. Soc.», 1988, 110,
Ne 3, 707—712 (anra.)

B oGnactn wacror 18—26,5 I'Tnu H3MepCH MHKpPOBOJIH.
cnekTp H B o6nactH uacror 200—2500 cm-!. HK-cnekrp
noraowenns Monekyasl FN; B rasomoit dase n ee pazauu-
HBIX H30TONMOMEpPOB, 0GOTAMICHHHX sApaMH 1SN, IMposenen
Kosie6aTe/bHO-BpallaTe/bHLI aHaJH3, OnpejeeH rapmo-
HHY. CHJOBHIE NMOCTOSIHHEIE, MONEKYJSPHAS CTPYKTYpa, Bpa-
‘IaTeJbHEE NOCTOSIHHBEIE, NMOCTOSIHHEIE LECHTPOGEXKHOro He-

g/é( ﬂ - KaKEHHs | SNCPHOTO KBAAPYNONLHOrO B3aHMOMEHCTBHS.
ITo wTapKoBCcKOMY CABHIY YacTOT OnpeseieHH TaKKe KOM-
MOHCHTEl ANNOJLHOrO MOMCHTA MO TJAaBHHM OCAM HHCPUHI
H obwnii aunonbumii Mmoment FNj. IMpoBemensr Takike pac-
"eThl 3THX mapametpo FN; ¢ nowmolibio nesmnupuy. kpaj-
TOBOXHMHY., METOIOB. "~ B. A. Moposoz

b /938,18, N ¥ N
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[ 108: 64885y Structure of trinzadienyl fluoride, FNy, by microwave,
infrared, and sb initio mecthods. Christen, Dines; Mack, H. G.;
Schatte, G.; Willner, H. (Inst. Phys. Theor. Chem., Univ.
Tuebingen, D-7400 Tuebingen, Fed. Rep. Ger.). J. Am. Chem. Soc.
1988, 110(3), 707-12 (Eng). Microwave and IR speetra of unstable
FNi and its various 15N-enriched isotopomers were recorded and
analyzed, yielding data on mol. structure, dipole moment, and
harmonic force consts. The rotational consts. for the parent isotopic
species are (in MHz) A = 48 131448, B = 5713.285, C = 5095.27¢.
/i / [é[/}lély' The dipole moments .are pa = 1.1, up = 0.7, j = 1.1, The
/ : fundamental frequencies (cm-!) are 2037, 1090, 873.5, 658, 241, 504,
v s 7 The diagonal force consts. (100 N/m) are fNaN= 1741, [y = 6.686,
0}/,”7 Wy/‘/ NaF = 3.753, frNung = L245, fu.ngNu=. 0477, fup = 0.014. The
Jstructural parameters are rap = L4, raaNg = 125.3, rvgnu= 113.2 pm;
[éaé . /w Dm . ZFN.Ny = 103.8°, ZN.NsN, = 170.5°. Ab initio calens., using 6-31G*
and MP2/6-31G* basis sets were curried out to cale. structure, force
field, dipole moment, and elec. field gradients at the 4N quadrupole
nuclei. . A Wi

c.). /988, 108, »&




15 B1071. H3yuenHe CTPOEHHS MOJEKYJAbl 'TpHa3ajfMe-
Huadropuaa, FN; ¢ ncnosb3oBaHHeM MHKPOBOJHOBOH H
HK-cnekTpocKonuu H HeIMNUPHYECKHX pacueroB. Structure
of triazadienyl fluoride, FNs, by microwave, infrared, and
ab initio methods. Christen D., Mack H. G. Schat-
te G., Willner H. «J. Amer. Chem. Soc.», 1988, 110, Ne 3,
707—712 (aura.)

DKCNOpHMEHTalbHble aHHHC MO CTPOCHHIO H (H3. CB-BaM
MmoJiexyabl FNj, nmosyyennnle Ha pasmH4HBIX oGpasuax c.
oGorauienneM H3aotonoM 'SN, COMOCTaBJeHB' € pe3yJbTa-
TaMH HEOMNHPHY. pacyetoB B Gasuce 6-31 T'd* ¢ yyerom
(MIT2) u Ge3 yuera 3JeKTpOHHOI KOppensuuH. Pesyabra-.

,,Z[ ’4 THl PacueTOB MOJCK. CTPYKTYpH, AHIOJbHHX MOMEHTOB H

;/}/3 - 29979 1688

rapMonny. cujoBoro moas aas FNs, a Takxke uayuenoir
pance Mosexyan HNs HaxoasTcss B XOpoweM MNOJYKOJuY,
COOTBETCTBHH APYr C APYrOM. YYeT KOppeasilHH, Kak mpa-
BHJIO, 3aMETHO YJyyllaeT COBNAJCHHC OMHITHHIX M pacyer-
HBIX; ;' AaHHBIX. ECBY C. Il. Homun

X, /988, L9 n /S
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16 51026. ®Topasup wu QropunTpaT: CTPYKTypa ¥
cBasb. Fluorine azide and fluorine nitrate: structure and

bonding. Péeters N. J. S, Allen L. C., Firestone R. A.
«Inorg. Chem.», 1988, 27, Ne 4, 755—758 (amra.)
Hesmnupuyecknm merogom CCIT B Gasucax 4-31 T'd i
6-31 TO* c yyeroMm 3/IeKTPOHHOH KOppENAUHH MO TeOPHH
BoaMyulennit Mennepa—Ilneccera 2-ro nopsaka B Gasmuce
6-31 T®* onpenenena paBHOBECHAs reOMETPHS ¢dropasuna
FN; u ¢ropuurpata FNO;. IToctpoenst kaptw pacnpepe-
JIeHHS 3JIEKTPOHHOM fIIOTHOCTH BaseHTHHX MO, YcTanos-
seHo, uyro FNj mmeer miockyio KondopMaumio ¢ Gan3Koi
K JHHeiiHO# Konpopmauweii  ¢parmenta N3 Cornacho
aHaaH3y 3aceeHHocreil mo Manankeny csase F—N B FN,
NnoJsIpHa € OTPHU. 3apsAaMH Ha OGOMX aTOMax M mnepeko-
COM 3/1eKTPOHHO# miotHocTH ¢ F na N. Ycranosaeno, yro
monekyna FNO; niockas. Teomerpusi Gauska K 3Kcnepy-
MEHTAaJIbHOII. » H. B. XapueBuukopa
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:'108: 82337a Fluorine azide and fluorine nitrate:  atructyre
and bonding., Peters, Nancy J. S.; Allen, Leland -C,; Firestone,
Raymond A. (Nat. Sci. Div., Long Island Univ., Southampton, NY
11968 USA). Inorg. Chem. 1988, 27(4), 765-8  (Eng). 'The
electronic and mol. structures were calcd. of FNj and FObez nols,

; by using split-valence and d-orbital polarized basis sets and the
5 . y 'G’}\USSfAN 82 program. Single function and correlated w
‘ % MMW functions were detd. by 2nd-order perturbation theory, - ) _nye‘
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/1/5 }L ] 16 B1145. _d’orosﬁcmpohnuﬁ CNEKTP M 3JNCKTPOHHASA

‘CTPYKTYpa  TpHA3aAHeHHADTOPHAR, Ns;F. Photoelectron

ué[/}

X. 1988, 19 0 6

spectrum and electronic siructure of triazadienyl fluori-
de, NsF. Rademacher P, Bittner A. J., Schatte G,
Willner H. «Chem. Ber.», 1988, 121, Ne 3, 555—557
(aura.)

Hccnenosan (orosnextponnbii cnektp (®IC) Moaekyu
TpHasafHeHna(pTOPHAA, N,F, BosGyxnaemuii He-I. [as
HHTEpIpeTalHH cneKTpa BLMONHeH HeaMmipuu. pacder IIT
wonusauun ([1M) Bepxunx Banentnoix MO, Ilonoxenne
(s 3B) H OTHeceHHe OCHOBHMX NMHKOB B ®3C N3F: 11,01
(MO 3a”, ), 13,72 (MO 8d’,nx, nr) 15,6 (MO 7a’,ny),
159 (MO 2a”,nr), 1667 (MO 6a’,nn,0), 182
(MO 1a”, n), 19,7 (MO 5d’, 0). Y ABYX nepBHX N0JOC
Ha6JI0aHCh KOMIOHEHTH KOJeGAT. CTPYKTYpH ¢ Av=
=800 u 1800 cm—!, oTHeceHHHle K KOJNeGaHHAM Vg (CHM.
Ban. KoJa. pparmenta Ng) u v (acuM. BaJ. KoJ. N;) ka-
tiona N3F+ (B mosexkyae NzF v;=1090 cM~', vi=
=2037 cmM~!). PesysbTaTH COMOCTABJSAIOTCS C AAHHBIMH MO
®3C u suavenusimp I[IH MO  pOACTBEHHBIX MOJIEKYJL,
XN; (X=Cl, Br, H, CHj). _ B. M. Kos6a
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4 065. Ke2uTOZOMEXIHMYCCKHE HEIMNUPHYSCKHE MCCRORO0-

BaNMA CTPYRTYPM M CTa6MmuHOCTH a3upos ranorewoz, XN,

(X=F, CI, Br, J). Quantum mechanical ab initio studies of

the structures and stabilities of halogen azides XN, (X=F,

Cl, Br, 1) / OHo M, D. Lotz S., Frenking G. // Inorg.

Chem. .— 1992 .— 31 , Ne 17 .— C. 3647—3655 .—

Awrn. ‘ v ; :

Meropom Xaptpu—®oKa M C MCNONBL3OBAHWEM TEOPUM

L’, /} - BO3MylWweHuii- 8  Bapuante Mennepa—TIineccera nposeaeHs
v (/ pacueTsl reomeTpuM, Tennotsl “oEpa3oBaHMs, IHEPrui CBA3M
X—N; u Kxonebarenbubix wactor monekyn XN; (X=F, ClI,

Br, J) w HNy. . ’ T

@vfg/zg/ | ‘/Mé/ I, 1l
b 1993, N Y -
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©"117797790¢c Quantum mechanical ab initio studies of the|
structures and stabilities of halogen azides XN3 (X = F, Cl, Br,l
I). Otto, M; Lotz, S. D; Frenking, G. (Fachbereich Chem.,!
Philipps-Univ., D-3550 Marburg, Germany). Inorg. Chem. 1992,
31(17), 3647-55 (Eng). The authors report theor. predicted
geometries, heats of formation, X~Ns bond energies, and vibrational
spectra of the halogen azides XNa (X = F, Cl, Br, I), and HNj caled. .
by quantum chem. methods at the Hartree-Fock and correlated -

5%7' / //]w # i levels using all-electron wave functions and effective-core potentials. |

= M The theor. data are used to predict the geometries of BrN3 and IN;,

) /1 which have exptl. not been measured yet. A trens-bent (C,):

ﬂ/ﬂ//’ Cl V‘C/ﬂf‘ ) geometry is calcd. for the halogen azides with a nearly const. bond -

angle of ~172° for the Na unit. " The XNN angle increases from

AJ- /{ +103° for FN3 to ~111° for IN3. A partial reassignment of the!
)

exptl. vibrational spectra of BrNs and INj is suggested. The calcd.
X-N3 bond strengths indicate the order H > F > Cl>Br> 1 e,

am FN; is predicted to have the strongest X-N bond among the halogen'
M/)“ ) azides. The opposite stability order F < Cl < Br <1 is calcd. for the .
XN-N2z boad of XNa; i.e., the dissocn. of XN3 into XN (32-) + Nz is

most exothermic for FN3 but endothermic for INa. The theor. results’
@ -for the heat of formation and the H-Ms and HN-N> dissocn. energies

CA_1580 It nlo - GBI,




are in exceilent agreement with exptl. resuits. The electronic
structure of the halcgen azides is analyzed with the help of the topol.
anal. of the wave function. The X-N bond is essentiallv a single
bond with a polarity X&-N3+ for FN2 and X#*-N$ for CiNj, BrNs,
and IN3. The covalent bond order index Pas indicates that the
Ni-Nz bond in XNj3 is intermediate between a single and a double
bond and that the N2-N3 bond has nearly a triple bond. The partial
Ccharge is always slightly neg. at N2 and slightly poa. at Na.
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’ 14 51024. KeaHTOBO-MEeXAHMUECKHE HEedMNMpHUuecKMe .

HCCNeROBaHMA CTPYKTYPHl M CTaGMALHOCTH FanoreHasMpos,

XN; (X=F, Cl, Br, ). Quantum mechanical ab initio studies’

of the structures and stabilities of galogen azides XN; (X=F,:

'Cl, Br, I) /Otto M., Lotz S. D., Frenking G. //Inorg. Chem:

.—1992 .—31 ,Ne 17 .—C. 3647 —3655 .— Anrn. »

Metopamu XapTpu—@DoOKa W  MHOrOYacCTMYHOW  Teopuu:

Bo3myweHuii Mennepa—I[lnecce Kak C y4eTOM BCeX 3neKT-,

poHOB, Tak M € 3((EKTHBHLIM NOTEHUUANOM ocToBa. paccym-'

Tambi cs-sa monekyn XN; (X=F, Cl, Br, I). Basuce nocr--

ﬂ‘ﬂ' poeHbl Ha ocHoBe BaneHTHo-paclliénnenHbix Habopos. On-’

P peaeneHsl paBHOBECHbIE TFEOMETPHY.  KOH(Mrypauuu — mo-

‘NeKyn, 4acToTbl M MHTEHCMBHOCTW KonebGaHuii, OTHOCHT. 3Hep-.

‘rum. OcoBeHHOCTH 3NEKTPOHHON CTPYKTYpPbl NPOaHanu3upo-;

g\ 'BaHbl C MOMOLWLIO nannacuaHos nnortHoctu. Haknewo, uto ans

monekyn XN; XxapaKkTepHbl M3OTHyTble TFeOMeTPHY. KOHuU-

rypauuu TPaHc-chOpMBL C MOYTH MNOCTOSHHbIM yrnom N—N—N

172°, _ Otmeuensl _perynsphoct 8

X./998 w 1Y "L, s, TG




npu usmeHenuu ranoreHa. Ceazs X—N m. 6. oxapaktepu-
3oBaHa Kak opHowpatHas, a N (1) — N (2) sanumaer npo-
MEXXYTOYHOE NONOXEeHHe mexxay OAHO- M AlpraTNOﬁ. 3
5 - ___A. B. Hemyxun:
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15139. O c1pykType 1 craGunbHOCTH reoMeTpHyccKiX H3oMepos N[3]F. On
the structure and stability of geometrical isomers of N[3]F / Chaban Galina,

Yarkony David R., Gordon Mark S. // J. Chem. Phys. - 1995. - 103, N 18. - C.
7983-7989. - Aurn.

Heamnupuueckum Metonom CCIT ¢ yueToM JJICKTPOHHOM KOPpEnALMH B pamkax
MI12, MK CCIT 1 06o61ucnHoro MeToaa BanchTHbIX cBaseit B 6asuce 6-31T'D(d)
uccnenosato anextponnoe crpoctiie N[3]JF. [lnd CHHIICTHOrO W TPHIIETHOrO
COCTOANMIT HAITACHO MO OHOMY HOBOMY H30Mepy cimmeTpii C[S] ¢ TpexueHHBIM
LMKJIOM H3 aTOMOB a30Ta, KHHETHYCCKH CTAaGHIBHBIX M0 OTHOLWCHHIO K aUHKIINY.

" n30Mepam.
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~o dissocn. to No(X 1Z¢+) + N

1995

! °123: 322479d On the structure and stability of geometrical
isomers of NsF. Chaban, Galina; Yarkony, David R.; Gordon,
Mark S. (Department Chemistry, Iowa State University, Ames, IA
50011 USA). J. Chem. Phys. 1995, 103(18), 7983-9 (Eng).

. “The potential energy surfaces for the N3F mol. have been studied:

using multiconfigurational wave functions. Two new isomers were .
found, one on the singlet (1A') and one on the triplet (3A") surface. .
Both isomers have a three-numbered cyclic structure and C,

'symmetry. The singlet cyclic isomer is endoergic relative to the open -

. fluorine azide by 15-17 kcal/mol. Its kinetic stability is close to the

gy

-stability of the open isomer: the barrier sepg. the cyclic isomer from -
‘the dissocn. products Na(X 1Z¢+) + NF(ald) is about 13-17 kcal/mol
and is lower than the barrier to isomerization. The triplet cyclic
"isomer is much higher in ener%\y (about 70 kcal/mol), with a barrier
(X 32-) on the order of 15 kcal/mol.

-Crossings of the 1A' and the 3A" surfaces may allow the cyclic singlet
_isomer to predissociate to the ground state products, Na(X lE,*g +

'NF(X 3¢). It is shown, however, that the singlet-triplet surface of

-intersection lies 'behind' the barrier to singlet decompn., so that
spin-forbidden predissocn. will not preclude detection of cyclic NsF.
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/
J /23 {7123:96320m_Experimental and Theoretical Vibrational Studies
of Covalent X-N3 Azides (X = H, F, Cl, Br, I). Application of
. the Density Functional Theory and Comparison with ab Initio
N ~ Results, Schulz, Axel; Tomieporth—Oettins, Inis C.; Klapoetke,
Thomas M. (Institut fuer Anorganische und Analytische Chemie,
Technischen Universitaet Berlin, D-10623 Berlin, Germany). Inorg.
Chem. 1995, 34(17), 4343-6 (Eng). The IR spectra of gaseous Cl
azide, Br azide and I azide as well as the Raman spectrum of lic}. Cl
azide were recorded. The geometries and vibrational spectra of all
halogen azides XNs (X = F, Cl, Br, I) and HNs were computed
. 4 employing d. functional theory calens. (DFT) at the self-consistent
!/ v : level with the nonlocal exchange functional of Becke (B) and the
LL ) ) nonlocal correlation functional of Lee-Yang-Parr (B-LYP). The
‘results were compared with those previously reported by Frenking et
2~ fip al. (Inorg. Chem. 1992, 31, 3647-3655) using quantum chem. ab initio
m-" L/’(/é methods at the Hartree~Fock and correlated levels. The results of
v - DFT calcns. and exptl. obtained vibrational s a indicate that the
4//) VLLW '#(X-Ns) stretching modes (X = CI, Br, I) had previously been
/ L ! ‘assigned incorrectly. The general agreement between the computed
. geometries at correlated levels (ab initio, MP2; DFT, B-LYP) and
l{ ‘/7 the obsd. structures is very good. Whereas the ab initio calcns,
v /ﬁ 7‘V predict too high frequencies due to the neglect of electron correlation
and of anharmonicity and require scaling, the DFT computations at
the correlated level (B-LYP) predict for all covalent azides considered

c /4 /?y /(—s 7 Z 3/ / )L%e‘vibrnﬁond ;nodes remarkably well and no scaling was required. -
S . S P " .
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“ 551215, DKCepHMEHTANLHOE H TCOPCTH'CCKOC HCCIeaoBaHie KONMEGATEILHEIR |
1cncm‘pon xopanenTHbIX asinos X-N[3] X=H, F, Cl, Br, I). Pacuerst METOZOM!

{ ynxuionana IIOTHOCTH B COMOCTaBJIEHHH C JAPYTHMH HEIMITHPHYCCKHME!
- MPHGMINKCHHAMH. Experimental and theoretical vibrational studies of covalent;

' X-N[3] azides (X=H, F, Cl, Br, I). Application of the density functional theory:

-jand comparison with ab initio results / Schulz Axel, Tornieporth-Oetting Init,
iC., Klapotke Thomas M. // Inorg. Chem. - 1995. - 34, N 17. - C. 4343-4346. o
AHrIL i
Momyuenst MK- n KP-crextpst XN[3] X=F, Cl, Br, I) B ras. daze |
'HHTepnpeTals CMeKTpoB 3THX coemunennii 1 HN[3] yrounena ¢ NMoMoLBiC .
' pacueToB 4acToT 1 dopm xoneGanuii MeTomaMi QYHKLUHOHANA TUIOTHOCTH k
QpYrHX HEOMMHpHY. npu6muokennii. OTMeyeHo, HTO Ha KOppeHpOBAHHOM
ypoBHe TeopHH $yHKUMOHANA [UroTHOCTH ¢ dyHKuitonanom B-LYP uacroTs!
TepenaloTes BIOHE YAOBIETBOPHTCILHO 6e3 06b1uHOr0 MacIITabHPOBAHHA.

DX NS 1996
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