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7 J 14B62. (Dropuponmme amymara, Morrow Scott R
\M - I, Perry Donald D, Cohen Murray S, Scho-/-
(....) - en“T"'I der Carll TTitoringtion of ‘aiimonia. «J. Amex.
\/\/j‘ Chem. Soc.», 1960, 82, No 20, 5301—5304 (anrm.). —IIc—i_
. CJICIOBATILI npo;(yx\'rm p nm Meskay NI i Fe, pasbanaen- .~
J\/ npM agotoM, b Cu-pcaxTope, NMYCTOM ILIII 3ano1nennmr" .
- Cu-ceTtrkoii mwair Japo0plo. P-mms dK3oTepMmyma I mpoTe-i
raer Memrenno. IIpu na30oitke Fp mpogykraMir p-mmn ms-'\
& _ ¢ amores toanko NFs, NH,F m, BosMmoskuo, Majnle Koia-pa: '
\ATO\ i - No. ITpir maonitie N3 (MO.TI otnomtenir NHjp : Iy 15—-2)
. Wi oopasyorea Tawne NoFy (¢ soxogoM 7o 5%), NoF, -
NMF,. Ilpeamosno:keno, UTO P-IJS HAUMHACTCI € TEPMMT.
I KaTadnTnd. mrccouuamm 2 ma aToMul; Jazce npo- P
. tekalor menupie p-nnn NH; 4+ F — NI, + HF, NHo + -~ . -
+ F; = NIL,F + F, NH.F+ F — NHF + HF; NHF 4! fogm”
{“ 4T, >NHF; +F, NHF;+TF —NF,+HF n NF+ | o
i~ 4+ Fp = NF3; + F. { oGpasopamiio NoIYy 11 NI mpunopar :
p~m&nl§l‘2 + NI, = NoIy n NHF + NF, — [NHI‘ HNI‘:_,]—> : v
R "_2 + LR, i Price o
oc(%z llf W s 3
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\M ? i 23B37 (Dropmm azora M MX oprammecl\ne npon:; .
nomupie, Hoffman Charles J, Neville Roy Gi. ;
Nitrogen fluorides and their organic derivatives. «Chem:
Revs» 1962, 62, Ne 1, 1—18 (anm)—Ouaop BnGn
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5 @ E '{)-ln,z'lﬁ'ié(diﬁiﬁ{o‘iﬁfiﬁEﬁ?iﬁe'tﬁiipéﬁtaﬁe: heats of combustion,

ormation, and Vaporization; vapor pressure; and N-F thermo-
==~/ ->---chemical bond energy. W. D. Good, D. R. Douslin, and J. P..— - -.-
) ; . McCullough (U.S. Dept.of “the” Intérior; - Barttesville;Okla. ).
s et J ' PhysT Chem. 67, 1312-14(1963). The heat of combustion' .
' was measured by rotating-bomb calorimetry and the vapor pres-!
- —-— .. _sure was measured between —20 and 4-20{ with an inclined-pis-“
' ‘ton gage. Exptl. techniques suitable. for’ studying: compds. of
) -eeow. _.-_._ . thisclass'were developed. The results were used to cale. the fol-!
© 77 77777777 lowing thermochem. data in keal. mole™! at 208.15°K.: standard!”" 77"
: heat of formation of the liquid —60.09, heat of vaporization 10.51,
-7 7777and standard heat of formation of the gas' —49.58. The N=F' -~
: thermochem. bond epergy in this compd. is 67 kcal. mole~T, about; -
™" " "the same as the N=F thermochern:5ond energy in NF; and NoFyr -~ ~
i bu¢ significantly less than that in perfluoropiperidiné. — RCKG |
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_The chemistry of diffuoramines. G. A, Ward, A D. Craig,

CM W  |prints 9(1), 172-82(1965)(Eng). Difluoramines of the type| .. _
c 3‘“ Agz: studied to gain an understanding of the nature of the N—F and
—Ciftsiay

~—p ey~ ——gpmp~——— N-F ‘radicals and ions. These compds. have been studied by
. c?‘ N}.L clectrochemistry, complexation, ir spectroscopy, and theoretical
), A_3 ¥ &~ ___calens, Oxidn.-redn, reactions have been carried out and the F—

__oNF,
—NoFy—]
CH 9T g
3L T

Wilmington, DelL). = Am:*Cheni: Soc., Div. Fuel Chen., Pre-
XNF; (where X = F, H, Me, Et, CF;, Cl, and NF:) have been

N-X bonds, to get a picture of the relative electron distributions
in X-NF; compds., and to det. the existence and stabilities of

‘effects of various environments on the N-F and N-X bonds have

with emphasis on the chemistry of difluoramine and on the

C. M. Wright, and J. C. W. Chien - (Hercules *Powder Co., |

‘been investigated. The results of these studies are presented b—-

i existence and stability of NF,+, o]
" ST a

NE:7, NF;Z,.and. HaNFat.,

RCBM__|.
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© 26364a Fluorinated and oxyfluorinated nitrogen compounds.

y- Yves Macheteau (C.E.N. Saclay, France). - Commis. Energ.

AL (FrY);>Serv: “Doc., Ser. ‘‘Bibliogr.””- No. 96, 32 pp.(1967)

.(Fr). A literature survey is presented for the N fluorides and

oxyfluorides: N:F:, NF., N.F;, NF;, N;F, NF, NOF, NO,F,

:NOyF, and NOF;. Special attention is given to phys. and chem.
properties and to methods of synthesis. 97 references.

' ) - - M. M. de Maine |
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W achictcau Yves. Les dérivés f100Tes er oY~
ores de I'azote. «Bibliogr. CEA», 1967, Ne 96, 30 P ill.‘
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_John K. Derivatives of the mirogen iluorides. «Chem.

X (FEE 1A

)13 B20. Mpoussoarbie  (GTOPHIOB

a3oTa.

TREVSS, 1967, 67, Ne 6, 665—680 (aura.)

OG30p MeETON0B TIOJIyueHHs1 H ' CBONCTB coeaunenni, co-
|AePIKAULIX CBSI3H N—F, mkaiouyass u xoMmmiaekcsl HNF,,
‘NoFy, NoF2 u NF;0, a rtakxe conn NF,+. Buba. 142.

_ H. T. Pncc




: ckuit B. .
:UepHOroJoBKa, 196

i

Huxnrtuu M. B, PocCO-
. Un-T HOBBIX XHM. HpoOJI. AH CCUP. |

%9

‘- 16 B25 Jen. Cuures W npcnp'aulemm dropunoB azoTaiT
‘B 3JEKTPHYECKOM pa3psne.

9, 29 cTp, WL, 6nbmorp. 35 Ha3B.
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'1096904a Estimation of the thermodynamic propérties of
some nitrogen fluorides and chlorides. Pankratov, A. V.;

Rips, ninov, A. N.; Kuznefsova, I. V. (USSRJ.|
Zh. Fiz, Khim. 1969, 43(2), 380~5 (Russ).  Crit. temip., pressure,

vol., and d., heat of vaporization, Trouton’s const., and consts.{
a-and b in van der Waals equation were caled. for inorg. NJ .
fluorides and. chlorides by incremental correlation ‘formulas, ——
Calcd. results were in good agreement with exptl. data for these
compds. Increments for N, F, Cl, and O atoms were caled. ——
from exptl. data on the thermodynamic properties of NF;, NyF,,

ENO; and CINO. M. Simrver—|
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>'lkB45 . $TopHuant a30Ta_ M MX ueoprannqecxne npous- <

Boauble. KonOepu . .B 6. «Y&:nex:u XuMun ¢ropa.

T.3-4. JL, <X, 1970 =34 - aYe)!
. O63op. Buba. 66 S R
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.20 B26K Xmmm - (QTopHpoB . a3ora. ‘
‘ToB A, B. My, «Xumus», 1973, 262 ¢, Wi,

Motor aqmsx MOCBALEHA . XHMHH (bropxmon aao-ra "Pac-.
_"CMOTPEHEI XHM, KOHCTaHTBI, CTPYKTYpa MOJIEKY.I, TEePMOAHHA- .|
~'MHY. CB-Ba, P-UHH H METOAB! CHTe3a (TOPHAOB a3oTa.

e ITo pesiome

X 1973. ¥ 2O
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gogﬁgr_ﬂipﬁag}_ﬁé, Beauchamp Js L. Proton
~__affmxty and gas-phaee ion chemistry of d
lvghydrogen fluorlde.- “Inorg. Chem. "y 1975, ;;

3 5;14 n 6 1229-1252(51&1-11 )
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20 B26. Pacuer HeKOTOPHIX (H3HKO-XHMHUECKHX napa-
MEeTPOB ()~ "OMJI0B a30Ta METOAAMH MOJHOTO M YACTHYHOro
) npene6pex:_idus nuddepeHuHaIbHBIM NepexpbiBannem. O 0-
kun A, B, KaGaukun A. C, Jlanaay M. A, Sky-
Tin B. U OK. dus. xumuu», 1977, 51, Ne 5, 1073—107¢

Pacyets! MoJieKya (pTOPHIOB a30Ta NOKASHIBAIOT, yTo -

%. X
}L A c&’l?/ . Jlas BeJHYHHA JHNOJbHONO MOMEHTa  HEeK-phIX MOJeKky
© obycaoBiaeHa B3aHMHOIl KOMNEHCauHeii BKJIaLoB, BHOCHMpy |

s

/4

o\

J0CTaTOuHO GOJIbIIHMH MO alC. BeaHuHHE H MPOTHBONONQ . |
HO HAMpaBJEHHBIMH BeKTopaMiu; cBssb N—F mpu stoy p4.
CTaToOuWHO moafpHa. Brunciennsie 13 AamHBIX  pacyerop

nuaekcsl puy csasn N—F B pagy MOAeKYA H3Mensmiorcy
cHMGaTHO C CHJIOBBIMH KO3(. # SHEPrHAMH 3TOil CBA3p,

7 = PeaxoMe
&'?/ 4 / ? )Z/i //42{/




—~ —! 24 B25. a Elu;rr‘es u cpoiicrea NF,+ClO,~ u_NF+HFs~- /7
\/)/ /[:y 7‘/’//;2 s -nHF mn_mnekoropsic peakuwnu con4ei‘1 NI;#. "t'iﬂ'T’éf'b /’/fp
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Curt s
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*KZTT O, Wilson William W., Wilson Ri-|
chard D. Synthesis and properties of NF,+ClO4~ and
NF4+HF.~-nHF and some reactionchemistry of NF*
salts. «Inorg. Chem.», 1980, 19, N2 6, 1494—1498 (aura.)

~ CsClO; He mperepneBaer u3menennit B p-pe B HF
(cmextpst KP). P-umeif — 9KBHMOJ. KOJI-B NF SbFs ¢
CsClO, B Gespomu. HF (15 uac. mpu —78° u 2 uaca npu
—45°) C TIOCJEeAYIOUIHM OTIe/eHIeM ocagka CsSbFg or
P-pa M MeIJICHHOI orroukoit HF mn3 p-pa npu T-pe or
—78 no —45° mnoayyen NF,+ClOg (1), uncrora obpa3- |
108 K-POr0 JOCTHTAeT 95%. Benutit TB. I ycroiftwus g0
~—13° mpu 0 u 26° COOTB., MCICHHO H GelcTpo pasia-
raercs ma NFs'n FOCIO;, B HF pasw I nporeKkaeT mel- |
nemmee ¥ Jaer Te Xe TpPORykTh. Mounoe crpoenie I Kak |
g HF, Tax u B TB. BHIC MOATBCPAACHO UK-cnexTpamy, |
cnexrpamu KP # IMP 9F, caenano oTHeceHHe KoJaeGanuii,
Ipu paGote ¢ 1 caenyer co06s101aTh OCTOPOMKHOCTD, T. K,
pacag I MpHBOMIT K 00pa3oBannio BecbkMa 4yBCTBHTe1h.
., moro x yaapy FOCIC;. 1 anauntenbHo Melice UyBCTBite.
x yaapy, ueM FOCIOs, n sampeccosbiBanne I Mexny
M§ # AgCl ane cbemkn MK-cekTpa B3pbiBaMu pe
F I, B p-pe B HF 3 i WIHB, erg

e N

|



p-pitMocTh  Tipi -25° mpessttaer: 1 r/r HF. Pimg sxsumMod,”

. Kon-B NF,SbFs 1 CsBrO, B HF npn-=78% naer CsSbFg

" 1. NF,BrOj.. (11}, P-p I B HF ‘Measeiino ‘pasnaraercss mpi

| « KOMH. " T4pe ‘¢ -BugenentieM NF;: :FBrOgi m. Oy I1-NF3+
- "+ [FOBrOg], - [FOBrO;]—FBrCz+ 0z, HonuTKi\ BLIACITE

- 11 13 "p-pa’ npi - ~—78° NpHBOAST K B3pHBAM 0fpasia co

- Bensmkoft. Crres NF,JO, obmennoft p-itnelt. HeBO3MOIKEH

- BeaegcTsie paaumoneficraus . JO4~.¢ HF 'nam BrFs. Baan-

- mogeiicteuem CsJF40; c¢: NF,SbFg 8 HF "¢ motsenysomum

* pa3n:. mpojykra' noJydeHs tic-; - mpanc-OJF,0OF, CsBrF,0

" pearnpyer ¢ HF, onunako . ue:Baammomefictsyer ¢ BrFs.

* P-imst ‘CsBrF,O ¢ 'NF,SbF; B--BrFs npn .25° naer -CsSbF,

“BrF30, Fa 1 NF3; obpa3sopaniie 9THX TPOAYKTOB CBHAE-

- enecTBYer o Heycroirmisoct: NF,BrF,C, npuiem BrF,O0-
* ortmenasier F, a me tropupyerés- zo BrF,OF wm BrE;0.
* Tlpn s3ammopefictaun NF,SbFg ¢ CsBrFs B BrF; mpun 25°
. BrFs— mpespamaercs 5 BrFs a -mpi p-wmi NE,SbFs c

KBrF, 3 BrFs npoiwcxomur. dTopiponanne .BrFi~ - o
. BrFs. O6mennasn. p-uns Mexxy CsCIF;0-n NFSbFs = ne
 wsyuena crefcrtsie paanmofeiictsus - CsClF,0: ¢ BrFs:

CsCIF,04BrFs—>CsBrFs+CIF;0. - P-pet 'CsNO; B HF ne

comepikar noos - NO;~ - Besenctoie | p3auMofeficTans -

NO;—+4 HF==NOy++H;0+2 HF,~, P-mun _NF,SbF; ¢

 CsF s HF npi —78% paer NFHF,-nHF (1), ycrofiun-
e suii.s.HF.npx womnu.. T<pe; TIpncyrersue itonon NF4F. m |
TOJABLKO CONLBATIHPOBAHHHX F~— "8 Kau-pe . aHHOHOB. B- P-pe

. moKazaHo c¢ moMompio cnexrpos KP. Ilpn -—45° mox Ba-
KyyMOM. I3 P-pa MOKeT OHITh yHajeHa  4acTk p-puTes,,
ocraTox ‘npit —45° npegcrasader coboil npospaunyio Kuk:

" KocTh, 3aTBepaenalouiyio mpn —78.  Tlpm 25° 111 mncco-:

wmpyer: 1I—->NF3+Fo+4 (n+1)HF, npuuem: MoJ. oTHOWe-

-

1

RO R

muyie NF3:HF ~10,1 B, Hauane paan. n 1,54 B KoHue -

npouecca, HOJIHOCTb]O yaaaurb coanaTu(poqamme MoJje-

xyan HF mecbMa TPYZHO, T. K. CO/b WPIf -3TOM .pd3jiaraers .
¢, C ymenblueniem . cofepkayng HF r.-mr IH 'pospa- .

cTaer M JOCTHraeT KOMH. T-pul mpu n—-0. Tlonemii ciHTe-
" 3a.NCl;# 1 NCl,O+ ofmennsmu p-mnsmi BCly ¢ NFit 1
NF.C+ we-mpupemt K- ycmexy. Ilpn paanmoneiicrann NFy-
. SbFg ¢ 10-xpatnomM msbuTkom BCly (3 uaca, 20°). o6pa+
ayjotesi NF; -1i- BF:Cla-x, & Takxe Masoe kon-o . NO+-

. SbClg~-.. Ananornynas = pams NF,0SbFg ¢ BCl; aaer.

: B.F=C13‘.:.,‘= H NOSbLFg c - MOUTH KOJHY, BLIXOHLOM.

Bevme e nea

e - ‘ M. B. HusnTin |

R ——
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) 20 B804,  Mccaenopanne pasHosecus NoFy==2NF, ¢!

(S { TN ncpCGT[I;aunaemoro HH(ppPaKpacHOro AKOAHOrO na-

sepa. Davies Paul B, Kho Choon J, Leong!

Weng K, Lewis—Bevan Wyn. The NoF,=2NF,'

equilibrium studied with a tunable infrared diode laser.!

«J. Chem. Soc. Chem. Commun.», 1982, Ne 12, 690—691/

aHrJI.) ) |

( ITpu T-pex 50—200° C 11 ;aBa. 5—26 My ¢ noMouweio UK

AHOZHOTO JIasepa MO HHTEHCHBHOCTAM INOJIOC v, OMpejese.!

A/_l HE OTHOCHT. Xouu-uH NF, B paBHosecnoit omecn NeFy=:
u‘\ﬁ ) ==2NFo. Bruncn. u3 sxcnepum. aaununix AH p-wum cocra-!
Buna 7846 xIx/MoJb, UTO XOpoWO cornacyeres ¢ Tipey,

H3MEPCHH M, — -~ Tlo_pesioye!

X. /984, 19 N o




97: 116240k The dinitrogen tetrafluoride = nitrogen di= |

fluoride equilibrium studies with a tunable infrared diode

laser. Davies, Paul B.; Kho, Choon J.; Leong, Weng K;

Lewis-Bevan, Wyn (Dep. Phys. Chem., Univ. Cumbridge.|

Cambridge, UK CB2 1EP). J. Chem. Soc., Chem. Commun. |

1982, (12), 690-1 (Eng). The enthalpy change for the equil. |

‘NaF¢ = NF2 was detd. at 50-200° and 5-26 torr by using an IR |

diode laser to measure relative NF2 concns. By using lines in the‘

A % ! 1 band of NF2 to det. intensities and allowing for the finite !
) J degree of dissocn. at the pres:ures used a value of 78 % ¢ kd/mol |

was caled.__

c.4.1953, 57, Py
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101: )77538y' Hot hydrogen atom reactions moderuted by o'

lecular hydrogen and helinm, Aronowitz, 5. Scattergood, 1!
Flores, . Chang, S. (Fairchild Res. Cent., Palo Alto, CA Uiv .

. J. Phys. Chem, 1986, 90(9), 1806-11 (Eng). Photolysis'
were performed on the H:-CDy-NHs and He-CD«-NHj
r4me, The photolysis (1849 A) involved only NHa. Mixts, of
40D NH31 included all combinations of the ratios (200,400,800):(10=
20kd. Two He:CDeNHs mixts. wero examd. where the ratios
{%mllc-d the combinations 100:(10,20):4. Abstraction of n D from:
Dby the photolytically pruducv({ hot H from NHa wns monitored!
» mass apectrometric dotn, of HD. Hz {a n very poor thermnlizer of.

d ﬁ 1% H with excess kinetic cnergy of ~2 eV. Applicntion of the!
JC trd-sphere collision madel to the H2-CD«-NHa system resulted in|
sdicted ratios of .net HD prodn. to NHs decompn,_that were 2.

wlers of magnitude emaller than the exptl. ratios, He is a very
#ident thermalizer. The classical model yiclds reasonable agreement’
¥ expts. - Application of a semiempirical hot-atom program gave
st agreement with expt. for cither aystem, ___——————

e )-/9£6, /oY, ¥AO




NHoFl29) /198%

| 16 B3215. KanopumerpuueckHe, JeHCHMETPHYECKHe -H}
KOHLYKTOMETPHYECKHE HCCIEA0BAHHS -GE3BOHBX PACTBODOB |
/‘ NH;—HF u popunx cuctem NHF (nam NH,—HF;)+
wemepa +HF+H:0. CpasHHTeabHOoe 0O6CYXJeHHE NONYYEHHBIX pe-!
/ _ ayabratoB. Etudes calorimetrique, densimetrique, conduc-i

'3 timetrique des solutions NH;—HF anhydre et NH,F (ou|
NH,—HF;)—HF—H:0. Exploitation comparee des resul-]

tals- obtenus. Bendadoud S., Carré J.,, Thourew Pé-:
: rachon G. «J. Fluor. Chem.», 1987, 35, Ne 1, 247248
063op. IlpeactaBneHn paboTH 1O KajOPHMETPHY., AeH-'

d ?/#/ CHMETPHY. H KOHIYKTOMETPHY. HCCJCAOBAHHAM B CHCTeMax
NH3;+HF (Gespoan.), NHF+HF+H.O n NHsFo+H,0.|

PaccMOTpeHH BOMPOCH . annapaTypHoOro oGopMJIeHHS HaMe-:

pennit, BuGr. 9. - ‘ A A. ®enocecs;

X./98F 19, n/G



MF

\X/qg%_{f, N2k

/987

22 B7.  Cpoiictsa tpuasapuennadropuna, N;F. Proper-!
ties-of triazadienyl fluoride, N3F. Cholivand Kho -]
dayar, Schatte Gabriele, Willner Helge. «Inorg.;
Chem.», 1987, 26, Ne 13, 2137—2140 (auru.) :

B pesyabrate p-unn Mexnay Fo u HN; B ras. (pase,npn,‘ ‘
20—25°C c nocne/i. KOHAEHCHPOBAaHHEM NPOAYKTOB D-UHH'
npy —160°C 1 ux ¢pakiu. BHIAPHBAHHEM INOJyYeH uy-!
cruait N3F (1), Buxoa 50—70%. T. min. u . kum 1 —139)]
n —30%5°C cooTs. I HMeeT KeJ. OKpacky B ras., )KH}IK.!
H TB. COCTOSIHHAX. DKCIEPHMEHTAJbHO YCTAHOBJEHO, 4TQ'
T-pHast 3aBHCHMOCTb AaBJ. napa | ompemensieTcsi COOTHO-
wennem Inp (MGap) =—2,683-10%/T(K)+17,958.  Pac-/
CMOTpeHH - cnekTpasbibe cg-sa 1 [HK, SIMP ¥F-, macc.,
i anekTponnbie (B Y®- u BuauMoit obnacT) crneKTpw).|
Hayuenn rasogasusie p-umn I ¢ NO, CO u COS, npuso-'
Asue X Buaenenuio npoaykros [FNO+N;O, NF,C(O)N-
CO u FSN coots.], oGpa3osainiic K-pHX 0OGDbACHEHO B3aj-
mojteiictBHeM ¢ npoMexyT.. NF, oGpasyiowumcs npu tep-
mua.  auccounauuy  I—NF+ No— NoF, (unc/Tpanc)!
C H:0, O, XeF; OF: u Me;SiN3 I ne p3anmoneiictayer:
Ipusenena cxema annapaTypw, NO3BOJAIONIEN TOJAyyaTy
~20mr I. Onucan_cuute3 unctoii_Gessoauoit HN;. I TI, Y!
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1989

11 62032. . Crpykrypa ND,F — II. Structure of NDy:
F-11 / Lawson A. C., Rooi R. B., Jorgensen J. D., Mo-
rosin B., Schirber J. E. // Acta crystallogr. B.— 1989.—
45, Ne 3.— C. 212—218.— Anra.

Mertonom nefitponorpadun (250 HenyJeBHX OTpaiKeHH,
R, 0,0291) onpemenena  ctpykrypa NDsF-1I (I) npu:
nasa. 4,69 x6ap u KomH. T-pe. Jaa rekcarou. I a 8,508, ¢
16,337 A, Z 24, ¢. rp. R3c. CTpykrypa I COCTOHT H3 CBfi- -
3aHHBIX BepIUHHAMH TeTPasapoB H3 aToMoB F, B KaxKaoM
H3 K-puix Haxoautcs Hon NDy+ (F—F 3,769—4,938, N—F
2,622—2,770, N—D 0,970—1,068, D—F 1,677—1,880 A).
B orauuMe OT  BIOPUHTOMOAOGHOIT  CTPYKTYPH! HH3KOrO'
nasn. NDg—1 (I1) B 1 TerpasapHy. cJOH COMlepiaT He-.
CHMM. TETPasApbl H TETPA3APH C CHMMeTpHeil 3 B COOTHO-,
wenun 1:3. HecHMM. TeTpasiapbl CBA3aHBl C HECHMM. TeT-

PasApaMH caefl. ¢/1os, a TeTpasipH c cHMMeTpHeil 3 ¢ Ter-|

pasapami B Gosiee BHCOKOJeXaueM cJoe, o6pasys ny-’
CTOTH ¢ cHMMeTpHeil 3. DTO NPHBOAHT K CXKaTHIO obbeMa.
Ha 28% npu nepexope Il—I. I ycrofiunBa nuxe 50 K,:
onpenesentl ee Ko3d. Tepmuu. pacuwupenus.  CooCuieno
TakxKe 00 anusorponuoii cxkumaeMmoctH I mpun koM. Tem-(
neparype. T. A. Tonopeickas |
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/990
113: 138782q The electronic structure and stability of nitroyen’
,ﬂuoridc and pentafluorophosphorane (NFs and %), Michels,
H. H; Moutgomery, J. A, Jdr. (United T'echnol. Ites. Cent., Easat:
Hartford, CT 06108 USA). J. Chem. Phys. 1550, 93(3), 1505-13
(Eng). An ab initio study of the electronic structure of Ni's and PI%s
has been carricd out using Moller-Plesset perturbation theory.:
Optimized geometries were.caled: at the SCF and MP2 levels of
theory using several basis sets, ranging form 6-31G to 6-311G(2d1).
A vibrational anal. indicates that Nfs, in Dan synunetry, has all real
frequencies, even if d orbital contributions are sct to zero. Disaimilar)
N-F bond lengths (req = 1.38 A, rie = 1.58 A) are fourd, in contrast,
to PIs, which exhibits nearly cqual equatorial and axial -hond
lengths. " A topol. anal. of the caled. charge distribution in WF
indicates true pentavalent coordination. Spectroscopic daia for NFg
have been caled. using a scaled MP2 force field based on the known
NFa mol. A comparison of caled. thermochem. Letweeen Ni‘s and Ni‘s
yields a predicted -std. state heat of formution for Nl of AH,

and other hypervalent compds. of first row stoms may ba pessible,

E;) (OK) = +2.51 kd/mol. There results suggest that synthesis of NFs'

e.4. 1550,
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- 129: 307173e Heats of formation for NF,, (n=1-3) and NF,*

{{n=1-3). Ricca, Alessandra (Thermosciences Institute, Ames Res, Cent.,

. NASA, Moffett Field, CA 94035 USA). Chem. Phys. Lett. 1998, 294(6),

'454~458 (Eng), Elsavier Science B.V.. Accurate heats of formation are
:computed for NF,, and NF .+, for n=1-3. The geometries and vibrational
frequencies are detd. at the BILYP level of theory. The energetics are
detd. at the CCSD(T) level of theory. Basis set limit values are obtained
by extrapolation, In those cases where the CCSD(T) calens. become
prohibitively large, the bnsis set extrapolation is performed at the MP2
level. The temp. dependence of the heat of formation, heat capacity, and
entropy are computed for the temp. range of 300-4000 K and fit to a
polynomial. .
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F: NFx ,
P: 1 I
132:185707 The ionization potential of NF3: a G3;
computational study on t thermochemical properties of:
NFx and NFx+ (x=1-3). Aschi, M.; Grandinetti '

Dipartimento di Chimica, Universita di Roma "La|
Sapienza" Rome 00185, Italy THEOCHEM, 497,
205-209 (English) 2000 The adiabatic ionization:
potential (IP) of NFx (x=1-3) and the enthalpie of:
formation of NFx and NFx+-have been computed using the!
Gaussian-3 (G3) theory. The obtained values are]
generally found in very good agreement w exptl. ones. |
However, the G3 enthalpy of formation of NF3+ at 0 K,:

C. R Rop0, £22,



261.7 kcal/mol, and' the adiabatic IP of NF3, 12.63.+-
.0.04 ev, differ appreciab the exptl. values of 269.6
kcal/mol and 13.00.+-.0.02 eV, resp., based on
photoionization mass spectrometry [J. Berkowitz, J.P.
Greene, J. Foropoul Jr., O.M. Neskovic, J. Chem. Phys.:
81 (1984) 6166] and 268.2 kcal/mol and 12.94.+-.0.01 eV,.
resp., based on photoelectron photoion coincidence!
spectroscopy [R. Ruede, H. Troxler, Ch. Beglinger, M.
Jungen, Chem. Phys. 203 (1993) 477). This confirms the
discrepancy recently noted by Ricca [ Ricca, Chem. Phys.
Lett. 294 (1998) 454] between the theor. and the exptl!

adiabatic IP of NF3.




Lo80O

F: NFx+ :
Py 1 !
132:185707 The ionization potential of NF3: a G3 '
computational study on t thermochemical properties of |
NFx and NFx+ (x=1-3). Aschi, M.; Grandinetti !
Dipartimento di Chimica, Universita di Roma "La '
Sapienza" Rome 00185, Italy THEOCHEM, 497, |
205-209 (English) 2000 The adiabatic ionization
potential (IP) of NFx (x=1-3) and the enthalpie of
formation of NFx and NFx+ have been computed using the
Gaussian-3 (G3) theory. The obtained values are
generally found in very good agreement w exptl. ones.
However, the G3 enthalpy of formation of NF3+ at 0 K, |

C. 22660



261.7 kcal/mol, and the adiabatic IP of NF3, 12.63.+-
.0.04 ev, differ appreciab the exptl. values of 269.6:
kcal/mol and 13.00.+-.0.02 ev, resp., based oni
photoionization mass spectrometry [J. Berkowitz, J.P.

Greene, J. Foropoul Jr., O.M. Neskovic, J. Chem. Phys. f
81 (1984) 6166] and 268.2 kcal/mol and 12.94.+-.0.01 eV,

resp., based on photoelectron photoion c01nc1dencel
spectroscopy [R. Ruede, H. Troxler, Ch. Beglinger, M.
Jungen, Chem. Phys. 203 (1993) 477). This confirms the:
discrepancy recently noted by Ricca [ Ricca, Chem. Phys.
Lett. 294 (1998) 454] between the theor and the exptli

adiabatic IP of NF3.






