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S e , 1972

T&N 3 7 5230.  Husxoremnepatyphblii—pa3aBplii nepexoz "n(‘
TIN;. HudParRpacusie-caekTpsl 1 KOMOHHALHONNOE pacceu-é
o \Hie. Igbal Zafar, Malhotra M. L. Low tempera-
l ture phase f{ransition in TIN,. Infrared abscrption and |
Raman scattering study. «J. Chem. Phys.», 1972, 57, Ne 7,

2637—2641 (aura.)
i€ novoutsio HK- 1t KP-cnektpos 8 oG1act wactor 30—

1°2500 cM~! sccaenonan Mexani3M (azosoro mepexoaa TIN;.
(uk,w ) OOGuapy:Keno yclIo/KHeHHe CNCKTPOB TIpi TIOHIZKCHIH T-Pbl

- or 298 1o 90° K Beaexctsie OpTOPOMGHY. ficKaKemit pe-
[ WIeTKH BO BPCMS mepexofa Mosexynaw 13 ¢aswt I B dasy |
11 Ycranosneno, 4to cHMM. BAM. Ko soHa Nj—, npHCyT-- |-
;. CTBYIOLICE B COOTBCTCTBHM € MPABILIOM OTGOPA TOJIBKO B -
- cnekrpe KP, nossasercs 8 MK-cnexrpe mpn 1323 cv—! ¢ |
¢ (MOHIHZKEHHEM T-pol J0 ~225° K. dto 3nauemne 6an3ko K

"T-p¢ (ha3oBoro mnepexona, MOJYYEHIOTO pamce 13 aupoe-
‘penuitacibioro Tepyut.  amamisa TINs (~233°  K). Hs

Y A7 ny @



T-TYpHOIl 3aBHCHMOCTII 4acTOT B KP-cmexTpe oGHapy:Keno
i “U3MCHCHIE B CTPYKTYpe MOJCKysasl mpu ~278° K. Huas
“HCK-PBIX THI3KOT-TYpHbIX wacToT B8 HK- s KP-cnexrpax o6-
Hapy:KeHo Hapyiuenie albTepHaTHBIOrO 3anpera, yxasmna-(,
Joulee Ha HEUEHTPOCHMM. - CTPYKTYPY MoJeKky. sl B paze II.4
Creaano oTiecemiic YacToT # MOKa3aHo, uTo (asosbiil me- £
‘PEXOT BKJIIOUACT cMellenie Tonoxenns Tl+ 3 uentpa mm- N\,
sepemnt mpit ~278° K n mocnen.  mckasenwe NjT  nipn

i

j  ~=225°K, uTO NDHBOAUT K H3MEHEIio CHMMCTPIH MOJICKY-
=0T Dyn_10_Coo. :
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| TA (iH 3)e )L T f@_‘/ fore

85:200214q Infared absorption spectra of coordination'

compounds of thallium(ITI) with ammonia. Barsukov, A. V.|

(Leningr. Inst. Sovetskoi Torg. im. Engel'sa, Leningrad, USSR).|

‘Koord., Khim. 1976, 2(9), 1213-15 (Russ). The ir spectra for |

TIN2.3NH; (X = Cl, Br, 1) were recorded at 700-3600 cm-! and |

thie ), 6.(NHa), 8:(NH3), and p(NHua) frequencies were !

1 assigned. Based on the spectral data, TICls.3NHa can be‘l
formulated as [THNHas][TICL:]. _ . S :

—————
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%}tég Manpu - /9k0

N~ 1692  OTOAN3 _a3uAa_Tanmus B 9ACKTPHUCCKOM:
}lnc. 3axapos 107 A, Kynarun JI. T, Cypo-:

Boit D. IT. «Xumus TBepA. cocrostuns». Keyeposo, 1980,

42—47 v ’ ' |

"H3yyen XapakTep BJINSIIS TIOCTOSHIOrO SMCKTPHI. TOJS

Ha (OTOXHMHY, UYBCTBHTEJbHOCTb a3MAA TaJMis ‘B obna-i

et 300—550 nM. Ycranosaciio, 4TO BHemnee moae (He-|

3aBHCIMO OT TOJspHOCTH) B nuTepBane mampsixemufi 0—,

9’)0”10 300 B ue mpHBOAHT K 3aMCTHOMY H3MEHCHHIO ¢doTouys-;
/u’y CTBHTEABIOCTH a3uia Taamis. C yBeiucHieM 3HaueHHI:
TPHKJIAAbIBACMOTO - HANPSIZKCHHS (no 800 B) npi ocBe-

L{CHINH TIOJIOMKNT. 3MCKTPOAAa ()OTOUYBCTBHTCJBHOCT a3l-,

Ja Taaanst yseamunsaercs B 10—I12 pas. Tpu ocoerue-

JIMH OTPHUAT. .3JEKTPOJa 3aMETHOrO YBCTHUCHIS CKOPOCTH

Yotomza me HaGMOMACTCS... . ... _ ... - ~ Astopeepar |

9./953, /5, w/ ®
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2 \ 8 bB186. BaaumopeiicTBHe MOJCKYJNSIPHLIX MOX € MO-|

Examu KPHCTaJJIHYECKOH PEIIETKH B IHCPrOEMKHX TBEPABIX
enax. Hccaeposanne METogOM CHEKTPOCKOMMH KOMGHHA-)
uHoHHoro paccesiunga. Iqbal Z, Owens F. J. Couplingj
of molecular to lattice vibrational modes in energeticl
solids. Raman spectroscopic studies. «Fast React. Energ.
Syst Proc. NATO Adv. Study Inst., Preveza, July 6—
1980». Dordrecht e. a,‘ 1981, 461—471, Discuss.,
W4 }D 711—742 (anra.) : |
Hayvenit  unskouacrornse (oGmacte  0—300 cm~!):
cnexktpst KP kpucramnos_TIN; (I) u S:N, (I) npu pas-
apamoix  1-pax. (T= 20—350 K) ~w—mamaeunsx (no:
~22 KkGap). Hccnenosanible KPHCTaJLILl B3PLIBAIOTCS MNpH:
@ TOBHILEHHH T-PHl HAH yzape. B cmexktpe 1 mnaiigena mno-
oca aubpau. Kone6auuns Hona N3~ M MOjJa, CBsI3aHHast
CO CMellleHHeM TOJIPELIETOK KATHOHOB M aHHOHOB ApYr

OTHOCHTCJ'IbHO npyra AHaJIHS 3aBHCHMOCTH - BHA CHEKTDA.

X /982, /9,78 .



“OT AaBJchist W T-DH YKa3blBaCT Ha CHJIbHOE B3amMozeiicT-
BHE 3THX MOJ, a TaKKe Ha BJHsiHie Je6aeBcKHX pesak-
cupyounx Moa. B kpucramne II cuibioe B3anMojeiicT- !
BHE MeXKMOJCK. MO H Bal. Kod S—S ne nposBisercs..
Ognaxko, T0pH INJaBJeHHH KPHCTa/ula 4acToTa au6pa. |
‘Momm ymenbuaercst Ha ‘—~60 %, uTO CBHAETCJbCTBYET O
. CH/ILHOM aHrapMmonnaMe storo KoseGamust. Ow, no-BHAH-,
MOMY, H NpPHBOAHT B ONpENEJEHHBIX YCJIOBHAX' K B3pHl-’
By Il . A. B. Bo6pon
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/986
T,

' '104: 215477n Metal-nitrogen complexes in low temperature
matrix. Froben, F.. W.; Haimberger, T. V.; Moeller, K. (Inst."
Molekuelphys., Freie Univ. Berlin, 1000 Berlin, 33 Fed. Rep. Ger.),
J. Mol. Struct. 1986, 141, 447-50 (Eng). In addn. to the well
known Ni-, Pd-, and Pt-N complexes, new Cd-, Ti-, and Pb-N
complexes were detected. Their frequencies are TI“Na: 2236 cm-1,
Cd14N2: 2230 cm-! and Pb14N2: 2226 cm-1. For Tl and Cd, there are’
[ (7) lines around 1800 cm-! which might be due to the ionic form M+Nj-,

No mononitrenes were found.

e A-1986, 109, N LY
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» 2 J1169. -daekTpoHHOE CTPOEHHEe MOHOB nepexoAHHIit
merann —amun +TINH, +VNH,;  +CrNH, w +MnNH,. '
Electronic structure of transition-metal amide ions .
+TINH,;, +VNH,, +CrNH,, and +MnNH, / Kapellos So-
tirios, Mavridis Aristides, Harrison James F. /! J. Phys.
Chem.— 1991.— 95, Ne 18.— C. 6860—6865.— Anru,

OGoOGuIeHHBIM MCTOAOM BaJICHTHBHIX CXCM B CpecaHeM Mo
ncmmmeuﬁasucc rayccoBhlX ¢-UHii C yueToM KOHQHIypau.
B3aHMOACIHCTBHS HCC/IEIOBAHO  3/CKTPOHHOE  CTPOeHHE
nonos MNH+, M=Tl, V, Cr, Mn. Iloayuennsie pesyn-
TaThl_CONOCTaBJICHB C AHAJIOTHYHLIMH NAHHBIMH JISi HOHOB
Sc. TlpupeneHm paBHOBecHass reoMerphs, SHEPrHH JHC-
COUHALHH, TOTEHU. KpHBblE, MPOBENEH aHAMU3  3aceJeH-
HOCcTell mo MannHKeHY JAJs1 pasAHYHBIX COCTOAHH{, Bo
BCEX CJy4asiX B OCHOBHOM COCTOSIHHH o6pasyercs ABoii-
Has cBa3b M=N c yuacTHeM HecnapeHHOro 3nekTpoHa M
H HenojeseHHOii napel 3JekTpoHoB  N. Huskoaexawue
BLICOKOCTHHOBBIE COCTOSIHHSI CBA3aHbl GJIaroAapsi 3JeKTpo-
CTaTHY. B3aHMOAEHCTBHSM, INpHYEM  DPa3JHYHA 3SHEprix
HH3KO- H BBbICOKOCIHHOBBIX COCTOsIHHI YGHIBAIOT NpH YyBe-
JIHYCHHH aTOMHOro Homepa M.

NG, Gt A7
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F: [T1(CN)2]+
P: 3

132:1»5

13306 Theoretical study on linear dicyanide and
dicarbonyl complexes the metals Au, Hg, Tl. On the
possible existence of a [T1(CO)2]3+ cation. Jonas,
Volker; Thiel, Walter Organisch-Chemisches ~Tnstitut,
Universitat Zurich Zurich CH-8057, Switz. J. Chem.
Soc., Dalton Trans., (21), 3783-3790 (English) 1999 DFT-
BP86, MP2, and CCSD(T) calcns. on the cyanide complexes
[Au(CN)2]-, [Hg (CN) 2], and [T1(CN)2]+ and the
isoelectronic carbonyl complexes [Au(CO) 2]+,

R 260D, 132



[Hg(CO)2]2+, and [T1(CO)2]3+ are presented using
effective core potential wave functions in conjunction
with polarized double- and triple-zeta basis sets.
Geometries, vibrational frequencies, IR intensities,
internal force fields, and charge distributions are
discussed. For the Au and Hg systems, the calcd. data
are in very good agreement with exptl. data. For the
complexes [Tl1(CO)2]3+ and [T1(CN)2]+, the calcns.
predict metal-C force consts. comparable to those in the
resp. Hg species. The dissocn. of these complexes into
Tl+ and CO+ or CN is computed to be endothermic by about
60 kcal mol-1l for [T1(CN)2]+ and exothermic by more than
200 kcal mol-1 for [T1(CO)2)3+, with a barrier of 15-20
kcal mol-1 (UBP86) in the latter case.
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F: [T1(CN)2]+

P: 3

132:1

13306 Theoretical study on linear dicyanide and
dicarbonyl complexes the metals Au, Hg, Tl. On the
possible existence of a [T1(CO)2]3+ cation. Jonas,
Volker; Thiel, Walter Organisch-Chemisches Institut,
Universitat Zurich Zurich CH-8057, Switz. Js
Chem. Soc., Dalton Trans., (21), 3783-3790 (English)
1999 DFT-BP86, MP2, and CCSD(T) calcns. on the cyanide
complexes [Au(CN)2]-, [Hg(CN)2], and [T1(CN)2]+ and the
isoelectronic carbonyl complexes [Au(CO) 2]+,
[Hg(CO)2]2+, and [T1(CO)2]3+ are presented using
effective co potential wave functions in conjunction

. 5. 1900, 132



with polarized double- and triple zeta basis sets.

Geometries, vibrational frequencies, IR intensities,
internal force fields, and charge distributions are
discussed. For the A and Hg systems, the calcd. data
are in very good agreement with exptl. da For the
complexes [T1(CO)2]3+ and [T1(CN)2]+, the calcns.
predict metal-C force consts. comparable to those in the
resp. Hg species. The dissocn. these complexes into Tl+
and CO+ or CN is computed to be endothermic by a 60 kcal
mol-1 for [T1(CN)2]+ and exothermic by more than 200
kcal mol-1 £ [T1(CO)2]3+, with a barrier of 15-20 kcal
mol-1 (UBP86) in the latter cas ‘
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F: T1NO \ —Q
P: 3
133:327063 Matrix Infrared Spectra and Density

Functional Calculations for GaNO, InNO, and TINO.
Andrews, Lester; 2zhou, Mingfei; Wang, Xuefeng
Department of Chemistry, Univ. Virginia,
Charlottesville, VA 22904-4319, USA J. Phys.|

Chem. A, 104(37), 8475-8479 (English) 2000. Laser-

ablated Ga, In, and Tl atoms react with NO during

condensation in excess Ar at 10 K to give 1 major

2060



product, which absorbs at 1578.5 cm-1 for Ga, 1524.9 cm-:
1 for In, and 1454.6 cm-1 for Tl. IR spectra of 14N160, .
15N160, 15N180, and mixed isotopic samples show that'
this product is the metal nitrosyl MNO. D. functional
calcns. provide good agreement for 3.SIGMA.- GaNO and
InNO, but higher 1level MP2 calcns. are required to’
explain the bent structure and decreased N-O frequency,
for 3A'' TINO. Model DFT calcns. are also reported for!
Li[NO] and Li[NO]Li. )
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evo 2222

F: GaNO JnN¢,TINO @
P: 3

351151. — MaTpuuHue  uHOpakpacHee = ChnexTpa #  Teopus

OyHKUMOHANA MNJIOTHOCTM J1nA GaNO, InNO u TI1NO. Matrix |,
infrared spectra and density functional calculations for |
GaNO, 1InNO, and TINO / Andrews Lester, Zhou Mingfei,

Wang Xuefeng // J. Phys. Chem. A. - 2000. - 104, 37. -

C. 8475-8479. - AHII.

MecTo xpaHeHnua T'IHTB Poccuu B MaTpuuax M3 aproHa U3y4YeHH

peakuuy- MNPOAYKTOB  JIa3epHOTO ucnapeHua MeTajuMyecKux

rannauA, MHOMA ¥ TaMMA C  MOJeKynamu MOHOOKCKMAa asoTa.

Cpenu NOBOJNbHO GONBWOTO dKuCHA fOJIOC HalAeHO NO OnNHOM AN

Mmonexyn GaNO (1578,5), InNO (1524,9) u TINO (1454,6 cm{- '
1}). W3ydeHH WN3OTOMNHHE. 3bdexTH NO as’oTy U KUCIOPOMY,

nposeneH pacuerT MeTOnOM dyHKumonana NJIOTHOCTH,

npennoxeHa TreoMeTpua u KoyeGaTesibHHEe YacCTOTH IJIA 3STUX

MOJIEKYJI.



