.




i 1963
Bge -F942, — v o

The reactions of normal and excited i xons of cyanogen and the’

persistent complex C,N,*. _A. Henglein, G. Jacobs, and G. A.
Muccini (Hahn-Meitrer Tnst. Kernforsch erlin-Wannsee).
Z:"Naturforsch. 18a, 98-99(1963)(in Enghsh) The secondary

ions were recognized by the linear dependence.of the current
ratio on the gas pressure and by the decrease of this ratio with’

|

increasing repeller field. The relative mtensmes and appearance —————
potentials of primary and secondary ions in cyanogen and the
postulated: reactions are tabulated. The secondary ion C(H,*-

is a_persistent complex from the collision of a C;H,* ion with a_
C:N; mol. The secondary ion C;Ny* appears at 16 £ 0.5 v.

The secondary C(N;* shows a first appearance potentxal of 15 i
10v. e ___.__F.Schossberger
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120: 331677g The molecular structure of the ( NCCN )z and (

PCCP ): van der Waals dimers. De Almeida, Wagner B.;

Resende, Stella M.; Dos Santos, Helio F. (Inst. Cien. Exatas, Univ.’

Federal Minas Gerais, 30.161 Belo Horizonte, Brazil). Mol. Phys.

1994, 81(6), 1397-410 (Eng). The stationary points on the potential

energy surfaces of the (NCCN): and (PCCP)2 van der Waals

homodimers were examd. at the ab initio Hartree-Fock level of

theory employing-4-31G basis set. Only a T—shaped Cav stable min.

- . energy structure was found for the (NCCN): dimer, while 2
(/} Mu 4 agnergetically very similar stable min., exhibiting near T-shaped C.
: and slipped-parallel Czn spatial arrangements, were predicted for the

[Z‘//’ /l/{ ‘ﬁ/\a (PCCP)2 dimer. The predictions for the (NCCN)2 complex are in
L agreement with a recent gas phase spectroscopic study. No exptl. gas
"y phase study seems to were reported for the (PCCP): dimer, and an

:/ l[[ [/LC/W equil. between a near T—shaped and a parallel form probably occurs.
The implications of including electron correlation effects and higher

polarized/diffuse functions are discussed. )
ET @ prep)
v/
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. 22Bb1082. ~"MonekynspHas CTPyKTypa BaH-gep-Baanbco-
‘Buix pAumepos (NCCN); u (PCCP). The molecular structu-
re of the (NCCN), and (PCCP); van der Waals dimers:
/De Almeida Wagner B., Resende Stella M., Dos Santos!
Helio F. //Mol. Phys. .—1994 .—81 Ne 6 .—C. 1397 — 1410
.— AHrn. ’ T

CraumuoHapHble TOYKM Ha MOBEPXHOCTH NOTEHUMANbLHOM
3HEPIHU BaH-[EP-BAANLCOBLIX [OMOAUMEPOS (NCCN): (1) wu.
(PCCP), (ll) onpepeneHsl HE3MNWUPHY. METOAOM B 6a-|
swcE24-31 I'd. Tonbko opMa ycroiiumsas T-obpasHas crpyK-I
Typa cummerpun Ca npepackasaHa ans gumepa |, B 10 Bpems
Kak pns paumepa Il — pBe ycroiuusblie 3HepreTuyecku 6nus-’

.Kue KoHdopmauuu. OpHa M3 Hux Hu3koi cummetpuu (C,)
6nu3ka k T-hopme, apyras onpepensercs CMelleHHO-napan-
‘NENbHBIM  NPOCTPAHCTBEHHLIM  C2,-pPaCNONOMEHMEM MOHOME-
‘poe. Pesynbratbl pacuera cornacylotcs € ra3oda3HbiMu

cnektpockonuy. paHHbiMM ans I, ana Il takue paMHbie or-
cyrcrytor. OBCyXAEHO BAUSHME YyyeTa 3NEeKTPOHHON Kop-
pensuumu M Kau-sa 6asucHoro Habopa Ha pesynbrarbl pacuera.
Bubn. 67. ST
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