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“—151165q Temperature dependence of deuterium fluoride
vibrational relaxation. Hinchen, J. J. (United Airer. Res. Lab.,
East Hartford, Conn.). J. Chem. Phys. 1973, 59(5), 2224-8
(Eng). Vibrational relaxation times for DF-DF and HF-HF'
were measured by laser fluorescence at 300-1000°K. The
results coincide with shock tube data at <1000°K and show
temp. dependence for DF relaxation similar to that for HF.
.Also, DF-HF relaxation times, detd. at <573°K, were between
the values for DF and HF self-relaxation. Comparisons are
made with current theories for vibrational relaxation.

1973, m_’i/. 29
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100: 74273w Dependence of reaction attributes, including;
differential cross sections and resonance features, on changes
in the potential energy surface for the atomic fluorine +
diatomic deuterium reaction. Walker, Robert B.; Blais, Normand
C.; Truhlar, Donald G. (Theor. Chem. Div., Los Alamos Natl. Lab.,
Los Alamos, NM 87545 USA). J. Chem. Phys. 1984, 80(1), 246-54
(Eng). Comparisons were made of dynamical reaction attributes for
the reaction F + D2 — FD + D. Three potential energy surfaces
were used: Muckerman surface no. 5 and 2 surfaces suggested more
recently. These surfaces differ in barrier height and bending
potential. - The dynamical calcns. were based on the quasiclassical
trajectory method and on the bend-cor. rotating linear model. New
surface no. 2 does allow for significant reaction probability at 0.8
kcal/mol, as required to agree with mol. beam expts. The wider.
bending potential of new surface no. 2 does not, however, have a
large effect on the angular distribution. Although it is known from
previous work that the barrier in the entrance channel is important
for the compd.-state resonance in this reaction, lowering the barrier
from 1.06 kcal/mol in Muckerman surface no. 5 to 0.74 kcal/mol in
the new surfaces does not make a qual. change in the resonance
features of the results. The new surface no. 2 is more accurate than
the widely studied Muckerman surface no. 5 and provides a better
starting point for future work.

100, N/D
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103: 131512m" Microwave rotational spectra, hyperfine inters
actions, and structure of the hydrogen fluoride dimers.
Gutowsky, H. S.;;  Chuang, Carl; Keen, John D.; Klots, T. D
Emilsson, Tryggvi ' ( oyes‘th 1
61801 USA). - J.:Chym. Phys. - 1985, ~ 83(5), 2070-7 (Eng).
The hyperfine structure was resolved for the 2 J = 0-*1 transitions

of (DF)z, for the low frequency J = 0—=1 transition of (HF)2, and for

the J = 0—1 transition of the mixed species HFDF. Also, the J =

“0-»1 transition and hyperfine structure were obsd. for the other

mixed species DFHF, not found previously. The relative intensitics
p

em. Lab.,, Univ. Nlinois, Urbana, 1L

of the transitions for HFDF and DFHF, and their zero-point

vibrational frequencies, correspond to an effective equilibration temp.
between the 2 species of ~50 K in the gas expansion. Resoln. and
ussignment of the (DF)2 and (HF): hyperfine structure was aided by
a method for suppressing the Doppler doubling in a Flygare
spectrometer; it improved resoln. 2-fold to a full width at half. max.
of 5 kHz at 11-14 GHz. The results bear on several features of the
angular structure of this unusual system. At equil,, the end H/DF in

HFDF and DFHF is bent 60 % 2° from the FF axis, while the
H/DF in the H bond is bent 7 & 3° in the opposite diregtiun. The

[D A /5/85; /_ng//v/é’
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-D by ~15% from its value in free DF.

" tunneling in (DF)2 gives an av. unglé between the DF's and the u axis

(39.3 and . 38.7° for the 2 transitions) which is 1.5° larger than the:.
composite (37.5°) of the DF4s in DFHF and HFDF. For the (HF),
transition, the obsd. av. angle (40°) is also 1.5° lurger than the
composite (38.5°) of the HF angles in the mixed species. The H
bonding in HFDF and (DF): decreases the elec. field gradient at the

.
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/9 0?/0 /9/[ "7'5J1186.  KoseGaTenbhbie CaTeNqJHTH ~ BPawATeNEHOro'
7 1Hes nepexona J=3«2 komnaexkca D;O ... DF: dopma dynxuun
NOTEHUHAAbHON SHEPrHH JJS HEMJOCKOro M3ruGHOro Ko.e-
Gauus. Vibrational satellites in the J=23<«-2 rotational
transitions of. D,O...DF: confirmation of the form of:
the potential energy function for the out-of-plane -ben-
ding mode. Kisiel Z, Legon A. C., Millen D. J. «lJ.
Mol. Struct.», 1985, 131, Ne 3—4, 201—213 (anra.)
Ha wrapkosckom MB-cnekTpomerpe B6aH3n 40 ITr
npu T-pe 230 K u masa. 100—200 mMTop uccrenosan MB-.
.cnekTp KoMmaekca D,O...DF. HUnentupuunposansl nnuuu
BpallaTeJbHHX nepexofoB 312—21, 30a—202, 322—251, 39—
290 H 313—2;3 B 9 cOCTOSIHHAX C BO3OY:KIAeHHeM 3 MexXMo-
JEKYJSAPHHX KosneOaHHA  KOMIIEKCa C 3SHeprueil  Hixe
,,a ‘ ﬂ) 340 cM~!. OnpenesicHbl 3HAYEHHS BpaLlaTeNbHHIX MOCTOSH-'
HHX By, Ce H LEeHTPOGEXHBIX MOCTOSHHHX Dj® H Dyyv.
Ilo KoneGaTesnbHON 3aBHCHMOCTH BpallaTesJbHHX MOCTOSH-
HHIX 'HalileHa (b-LHS NOTEHL. 3HePrHH IJS HEMJOCKOro H3-
ru6Horo xoneGanust kommiekca V(Z)=a(z4+b2?), rne a=.
=64,31 cM~! u b=—2,80 e oo .M. P. Anues

oh /986, 15 v
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10 B1232. KoseGatenbhble COYTHHKH BPALATENAbHBIX
epexonos J=3—2 D,0...DF: noarsepxpenne opmu
dynkunn noteHunanbiion SHEPTHH AJsl "HEMVIOCKOro  je-
dopmaunonnoro - koneGauus. - Vibrational satellites in
the J=3<2 rotational transitions of D,O...DF: con-
firmation of the form of the potential energy function
for the out-of-plane - bending mode. Kisiel Z.,, Le-

gon A. C., Millen D. J. «J. Mol. Struct», 1985, 131,
Ne 3—4, 201—213 (anra.) . )

B pmonosHeHne K paliee BBINOJHEHHOMY OTHECGHHIO Bpa-
war. nepexogos J=2—1 B Kose6ar. cocroanusix (000)
u (100) MB-cnekrpa rerecpomnmepa D;O...DF (Be-

van I. W. «Proc. R. Soc. London», 1980, 372A, 441) mnoa-

HOCTBIO HACHTHQHUHPOBalb Bpawar, nepexoan J=3—2
B KoseGart. cocrosiuusx (200), (010) u (110) m yactiuno
B cocrosmusx (020), (101), (001) u (002). IMozrsepxxpe-
HO, YTO HH3KOYaCTOTHasi Hemjaockas H3rHOHas Moja
H-cpasu Aumepa MoxeT OHTb npeicrabieHa OAHOMEpHON
(yHKUHEl NOTeHUHANbHON SHEPTHH € ABYMS MHHHMYMamu,
OnpefieJCHE  3aBHCHMOCTH . BPallaT. MNOCTOSHHHX H mo-
CTOSIHHBLIX KBapTHYHOrO UEHTPOOEKHOrO HCKaXKeHHs ot
K0ne6aT. KBaHTOBHX WHCCI. C. H. Mypaun
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. 104: 26359q Vibrational satellites in the J = 3 <— 2 rotationa}
transitions of D:0..DF: confirmation of the form of the
potential energy function for the out-of-plane bending mode,
Kisiel, Z.; Legon, A. C.; Millen, D. J. (Inst. Phys., Pol. Acad. Sci,
Warsaw, Pol). J. Mol. Struct. 1985, - 131(3-4), 201-13  (Eng),
Complete assignments of the J = 3 < 2 transitions in the states (2,
0, 0), (0, 1, 0) and (1, 1, 0) of D20..DF were made in addn. to thes
previously assigned for the states (0, 0, 0) and (1, 0, 0). Panj

assignments were also made for the states (0, 2, 0), (1, 0, 1), (0, 0,1

[L&q a /)l & and (0, 0, 2), where the notation used is (vs0), V3@, vd), the vibratioral
] quantum nos. referring to the out-of-plane, the in-plane and th;
&/ﬁ g W v, H-bond stretching modes, resp. Rotational consts. for the state (2,0,
0) are in good agreement with those predicted and thus confirm tk;

quant. form of the double-min. potential function for the mode vy,

v(é : ” - Rotational consts. for the combination states are well-behaved in thy

sense that they agree with those caled. on the basis of additivity ¢f

contributions from the vibration-rotation consts, ai. ‘-
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10452157 3537.?leﬁ3t76*‘r5'6'x'lﬁieﬁtil “évidonce’for “a ' motdstable]
'state’of deuterlum:fluéride (D:F), an analog of deuterium oxide
‘D10); <: Raksit, Asit.” Biy -~ Jeon,' Seung: Joon; ::Porter,  Richard: F,

(Baker Lih, Chem:;'Corhell. Univ,, Ithaca, NY 14853 USA), J. Phys

Chem:-11986,:-80(11), 2208-300 ‘,'.(Eng);“i-Tho D:F tadical was 'studied
o by'/'a~combinationi’ of “rieutralized - ion “beam" and -charge stripping,
i tachniqueés,~"Neutrals® formed: by -DaF+/Na, charge, exchange. were;
Mk obsd.in metastable-and dlasoc: states; The’ lifetime® of ;metastable,
AMUNAGNAI = DiF:la:>0.4 ps. 5 Motastabillty Is: not 6bad.: for. HDF: or HoF, * The|
. dissoe.” state - of s DaF- relenses?~51,29: eV’ of -kinetlo® ener% “initsl
w W"M HoF+71s'6,6 3 0.0 ‘eV, i Tho' possibility -of - observing: an” emission
. _mhtinuinmfror’n‘g]cdtronlcullfrexcited'HaF, formed by HaF+/K-charge
: . ‘exchange iasuggested.': Simllaritiea in:the mase spectra of ‘DaF and

the isgelectroric. Da0 radical are indieated. . # 35s Sn et Ay iaig 2

- RIn0EQ T )
eA1956, /09, N R

fr:g‘man}ution"producta',(DF +1D).. The' vertleal clectron-affinity. of]
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+77133. HK-cnektp D,HF. The infrared spectrum of
D,HF | Lovejoy Christopher M., Nelson David D., (Jr),
Nesbitt- David J. // J. Chem. Phys.— 1988.— 89, Ne 12.—
C. 7180—7188.— Awnra.

Hccnenosan HWK-cnekTp norJsoumennss B o6aactH 3940—
3960 cm—! xommiaekcoB DoHF, o6pasoBanubix B mpouecce
HCTEYEHHS CO CBCPX3BYKOBOA  CKOPOCTbIO H3 . LIeJIeBOro
comia cMecH oxJaaxieHHmx rasoB HF (1%), D2 (30%)
u He npu nasacuun 1500 Top. HaGmomena cucrema Ju-
HHil, oOycsoBjeHHasti BaJeHTHHMH KoseGawuamMu HF g
D.HF, KoTopasi cOCTOHT H3 2 mNepeKphBalOLIHXCS MoJoc
cpaBHHMOji HHTeHcHBHOCTH. ITosmoca II—II, oThecennas g
napa-D;HF, umeer P-, Q- m R-BeTBH, COCTaBJCHHHEIE K3
AyOneTHbHIX JIHHHIL, ¢ HavasoMm 1npH  3948,0240(8) cm-!,
IMonoca Z—3X, otHecennast Kk opro-D-HF, numeer Ttoawko
P- u R-setBH, ¢ Hayajom npu 3949,5563(6) cm—!. Amua-
JH3  CneKTpa__ nokasmpaer, yto Il-cocrosnus D,HF




spasiorcss Gosice ycTofumMBEIMH, geM X-cocTostnus. IlpuBe-
JEHH OlEHKH BEJHYHH IMOTeHU. Gapbepa A/ 3aTOPMO-,
JKeHHOro BpalleHHst D, BHYTpH KoMmJekca, Bpaularesb-,
HHX TMOCTOSIHHBIX H TOCTOSIHHON BpallaTeJbHOl JHCTOP-
cun D,HF. Omnpenenena ckopocTs , KoseGaT. MpeAHccouna- -
uun D,HF, npuGausutenpho B- 25 pa3 mnpesblUaioas
TakoByl0 B cayyae kommiekcos H,HF, wuro, npeanoJo-
XKHTeJbHO, ofycnopieno mpoueccom  (V—V)-nepenoca,:
NPHBOASIIEM K KoJeGaT. Bo3Oyxniennio ¢parmenta Do
By6n. 32. o A MM
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16 B1152.  Undpakpacusiii cnextp D,HF. The infrared
spectrum of D,HF / Lovejoy Ch. M., Nelson D. D., Nes-
bitt D. J. // J. Chem. Phys.— 1988.— 89, Ne 12.— C.
7180—7188.— Awnra.

Meronom sasepuoit HMK-cnekTpockonuH BHCOKO# uyBcr-
BHTC/ILHOCTH H3MCPCH CMEKTP MOrJIOLeHHss MoJeKya D,HF
B 06s. Baa. koa. HF B ras. ¢ase npu cBepx3ByKoBOM' Hc-
TEYEHHH M3 leNIeBOro comia. B cmektpe Habaiofpaiores mo-
Jocel cHcTeMH IT<II monekyaw napa:D.HE u cucremu
2«32 opro-D;HF, B oranune or cnexktpa hi—{ﬁl‘,\a K-poM
Habmonanuch Juwb II<«II-nosocw. AHanf3 cnekTpa mo-
KasbiBaer, yto cocrosanus II monekynan D.HF  sasasiores
GoJsice CHJbHO CBA3aHHBIMH IO CPaBHEHHIO C COCTOSIHHSIMH
3. Ha ocHoBanui AyGJeTHOro, paciuenyienns OueHeHH Gapp-
epul BHYTp. BpawennHs D, B Monekyse KoMmaekca. Cko-
poctb KoaeGat. npepnccounaunu B D,HF npumepno g
25 pa3 npesmwacr TakoByilo B H.HF, uto npeanonosxy-
TEJbHO MOXCT CJYXHTb KaHaJOM AJsi KoneGaT. Bo36yxne-
HHA ¢parmenta D.,. ITo pesiome
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7 110: 84459g The infrared spectrum of the molecular deuteri=
um-hydrogen fluoride complex (D:HF). Lovejoy, Christopher. M.;
Nelson, David D., Jr.;. Nesbitt, David J. ' (Natl. Bur. Stand., Uniy,
Colorado, Boulder,- CO 80309-0440 USA). J.' Chem. ‘Phys. . 1988,
89(12), 7180~-8 (Eng). Ultrasensitive IR laser absorption spectrosco y
in a slit supersonic expansion was used t obtain the spectrum of tgo
HF stretching fundamental of D:HF. Both a II'~ II band due to
para=DuHF and a ¥ <= ¥ band due to ortho-D;HF are obsd,, . in
contrast to the H:HF spectrum which consists of the 11— 1. band
alone. Anal, of the spectrum indicates that the D.HF states are more
strongly bound than the 2 states, . Doublet splittinga in the Il «- |
C band are analyzed to det. barriers to internal rotation of-Dj within
the complex, The vibrational Qrudissocr}. rate of D:HF Is approx; 25
times faster than that of HaHF, suggesting the opening of a channel
which results in vibrational excitation of the D fragment. . P

C.A-1989, HO w10 ®
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111: 86476e Vibrational predissocintion in the Y-F stretching’

mode of hydrogen fluoride-deuterium fluoride (M F-DF).

Fraser, G. T.; Pine, A. S. (Mol. Spectrose. Div., Natl. Inst. Stand.

Technol., Gaithersburg, MD 20899 USA). J. Chem. Phys. 1989,

21(2), 633-6 (Eng). The high-resoln. IR spectrum of the K = 1-0

subband of the H-F stretching vibrational band of the hydrogen-bonded

HF-DF complex was recorded using a mol.-beam elec. resonance
optothermal color-center-laser spectrometer. The spectrum exhibits

minor perturbations and vibrational predissocn. linewidths of 23 £ 2.

MHz full width at half-max. for comparison to the 11 + 1 MHz|

widths found for th corresponding mode of the homonuclear:
HF-HF dimer. A S R, e ms s T T I

e.A./989 M) w10
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" 116: 94325b Vibrational predissociation in the molccular deu=
terium-hydrogen fluoride vomplex (D:HF). Clary, David C..
{Dep. Chem., Univ. Cambridge. Cambridge, UK CB2 1EW).. J.
Chem. Phys. 1992, 96(1), 90-7 (Eng). Calens. are presented of
linewidths for the vibrational predissocn. of D:HF induced by
excitation of the HF stretching vibration in the weakly bound mol.
A potential energy surface based on ab initio computations with the
correct leading multipole termas wae tsed. The vibrational predissocn.
linewidths are obtained from accurate close—coupling computationa of
scattering resonances for the D: + HF collision.  The caled.
linewidthe are in excellent ngreement with those obtained from IR

' A : :
MWW absorption expta, and eonfirm that the mechanism (or vibeational

; predisacen. i D:HF@e = 1) = De (0 = D+ HFus = . The

ﬂ/l{[[&[;mgﬂ(lq.\'ih;nmuml‘prcdim\rn. luwwu!lhs naaovd. with the ¥ vibrdtion in

/ patn=D HE are about five times narrower than thase for the 11
vibration. This implies that it should be possible to observe the

D:HF(v = 0,lT—¢ = 1,Z) transition in IR spectroscopy measurements.

The rotational distributions of the_D: + HF preducts of the
vibrational predissocn. process are predicted and should be observdble.

C.A ./995(,/774_6,/)/ /0
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" 11 ]A85. KoseGateashas npeanccoinaunns  n D,HF.:
‘Vibrational predissociation in D,HF / Clary D. C. /] J.
.Chem. Phys.— 1992.— 96, Ne 1.— C. 90—97.— Amnra,
" IlposeseHsl pacuetsl wHpHH JHHH{T aas KOJ1e6aTe/bHOI,
npeancconnaunn DoHF, nuayuuposannoii BO30YXKACHHEM!
‘BaJenTHOro koJseGauuss HF B caaGo cBsizanmoil MOJIeKYyJIe. |
Hcnosb3oBana noBepXHOCTb MOTEHI. SHEPriH, MOCTPOCHHAS .
‘Ha OCHOBE HeSMNHPHY. pacueToB. UInpuHb JuHHi moayye-’
ﬂ‘/] . Hbl MyTeM TOYHBIX . PACYCTOB DE30HAHCOB PACCESHHS I
‘croaxkHoBeHHss Do+-HF B npuGamkeHnn cuibHoilf CBSI3H. !
Paccuntannpic WHPHHBL JHHHH COMNacylOTCS C JAHHBIMH'
HK-cnekTpockonui H .MOATBEPXKAAIOT, HYTO MCXaHH3IMOM:
KoJie0aTe/bHOl Mpeauccounannn asasercs: DoHF (v=1)—»

&2Da(ni=1)4+HF(va==0). . ..

06 (993, N /-12 ;

4
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*"117: 97849d A timec-dependent, golden-rule, wave-packet cals'
culation for vibrational predissociation of molecular deuteri=
um-hydrogen fluoride (D:iIF)., Zhang, Dong H.; Zhang, John Z..
H.; Bacic, Zlatko (Dep. Chem., New York Univ., New York, NY:
10003 USA). J. Chem. Phys. 1992, 97(2), 927-34 (Eng).'
Calcns. of the total and partiul decay widths are presented for the
vibrational predissocn. of D:HF. The calcn. is done for the total
angular momentum J = 0 of the mol. and for the dissocn. process
D:HF (v =1) — D2 (v = 1) + HF (v = 0), which is the dominant
decaying channel. A time-dependent wave packet method, in the
golden rule approxn., is employed in the numerica! calen. for the
decay widths. Computed total 2nd partial decay widths are in good
agreement with those from a time-independent scattering calcn. The
time-dependent golden rule wave packet methed, which does not
solve coupled channel scattering equations, offers an efficient
aiternative to the time-independent scattering method for computing
the decay widths in vibrational predissocn. for relativeiy large mols.

C.J). /992, 115 /o
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[T118: 262993b High-resolution infrared ‘spectroscopy of the
Ideuterium fluoride trimer: & cyclic, ground-state structure,
and deuterium fluoride stretch-induced intramolocular vibrationa!
coupling. Suhm, Martin A Farrell, John T, Jr.; Ashworth,
Stephen H.;  Nesbitt, David J.  (Dep. Chem. Biochem., Univ.
Colorado, Boulder, CO B0309-0440 USA). J. Chem. Phys. 1993,
98(7), hORH O (Kng). The authors present high-resoln., IR laser
absorption apectra of (DF)y in a alit supersonic jet cxpnnuion. In
contrast to previoua atructureleas near-TR spectra of (HF), the (DF)y
data rovon’ clear rotational atructure characteristic of a cyclic,:
& membered ring, and therefore provide the firat accurate exptl.
evidence for the equil. geometry of any HF oligomer beyond the
well atudied dimer  Furthermore, the apectra dinplay homogeneous:
rotational fine attucture 20 orders of magnitude In excesn of what
conld be anticipated from a abingle vibrational band,  Anal. of this
Nine etructure, ehiadates a® navel IVIE mechaninm  which Involves i
single hydeogen bowd deavage, and consequent opening of the (DF)y’
ting on the (O pa tyne senle .

C.A. 1993, 18, /V‘?g |
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/9%'/ / 126: 38837m Plucking a hydrogen bond: A near infrared study
Vv p?/ of all four intermolecular modes in (DF),. Davis, Scott; Anderson,
David T.; nesbitt, David J. (JILA, Univ. Colorado Natl. Inst. Standards

Technol., Boulder, CO 80309~0440 USA). J. Chem. Phys. 1996, 105(16),

6645-6664 (Eng), American Institute of Physics. The near IR combina-

tion band spectra of supersonically cooled (DF), at 2900-3300 ¢cm=-?
were recorded with a high resoln. slit jet spectrometer. Twelve vibration—".

rotation—tunneling (VRT) bands are obsd., representing each of the 4

intermol. modes (van der Waals stretch v4, geared bend vs, out—of—

plane torsion vg, and antigeared bend v;) built as combination bands on

either the v, (free) or v, (bound) DF stretches. Anal. of the rotationally

resolved spectra provide spectroscopic consts., intermol. frequencies, tun-

M l:) neling splittings, and predissocn. rates as a function of both intra— and
] intermol. excitation. The intermol. frequencies demonstrate a small but
systematic dependence on intramol. mode, which is exploited to yield

frequency predictions relevant to far—IR studies, as well as facilitate

direct comparison with full 6~D quantum calens. on trial potential

surfaces. The tunneling splittings demonstrate a much stronger depen-

dence upon intermol. mode, increasing by as much as an order of

magnitude for geared bend excitation. Conversely, high resoln. line shape

anal. reveals that vibrational predissocn. broadening is only modestly

C. A, [957, 126, K3




affected by intermol. excitation, and instead exhibits mode specific
behavior controlled predominantly by intramol. excitation. Detailed H/D
isotopic vibrational shifts are obtained by comparison with previous
combination band studies of all 4 intermol. modes in (HF),. In contrast
to the strong state mixing previously obsd. for (HF),, the van der Waals
stretch and geared bend degrees of freedom are largely decoupled in
(DF),, due to isotopically detuning of resonances between bend—stretch
intermol. vibrations. Four—dimensional quantum calens. of the (HF), -
and (DF), eigenfunctions indicate that the isotopic dependence of this;
bend—stretc.h resonance behavior is incorrectly predicted by current H
_bond potential surfaces. L
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22B1314. MHM3oTonuMueckoe zaMellleHMe B BOHO-
ponHou cBs3u. VayuyeHue BHYTPMMOJIEKYJIAPHEIX
xone6auuit B (DF)> B 6auxHen wundpaxpacHom
o6acTH. Isotopic substitution of a hydrogen bond: A near
infrared study of intramolecular vibrations in (DF); / Davis
S., Anderson D. T., Farrell J. T. (Jr), Nesbitt D. J. // J.
Chem. Phys.— 1996.— 104, N 21.— C. 8197-8209.— Anra.

B obnacTax 2878-2901 u 2831-2839 cM™? mozoc vy u vy

cnextpa (DF)2 m3mepenn yacrorm 110 u 156 mummt nop-

nonoc K=0+~0; K=1—~0 1 K=0~0, K'=1~1 BeTseit P, Q;

R. OmnpenencHBl M3MEHEHNSA MOJEKYIAPHBIX NOCTOSHHEIX IIO

Mepe yNaleHHs OT OCHOBHOro xonebaT. cocroamius. Ha6mo-

NAIOTCA TYHHeJIbHEIE paclUeNeHus M MPenucCOUMalHOHHEle

/M/] ‘ yLIMPEHUS. M. A. Kosnep
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/ 7 8 ' 127:25123w FTIR spectroscopy of hydrogen fluoride clusters
/L/’7 /] in synchronously pulsed supersonic jets. Isotopic isolation, sub-
stitution and 3-d condensation. Quack, Martin: Schmitt, Ulrich; " -

Suhm, Martin A. (Laboratorium fuer Physikalische Chemie der ETH

‘Zuerich (Zentrum), CH-8092 Zurich, Switz.). Chem. Phys. Lett. 1997,

269(1,2), 29-38 (Eng), Elsevier. Synchronously pulsed supersonic jet

FTIR spectra of HF/DF expansions in rare gases were studied over a

. wide range of cluster compns. Size~resolved (DF),, bands and spectra

, of (HF),(DF),, with various n and m are reported and assigned. At
( - TIK . higher backing pressures, the spectra are dominated by crystal-like
F absorptions, which the authors tentatively assign to 3-d nanometer
solids. The new exptl. results support the authors’ previous size,

structure and vibrational mode assignments and provide new insights

into spectra and dynamics of HF clusters, including intramol. vibrational

y @



