POCCUNCKAA AKAOEMNA HAYK

N’

HYPHAN
CTPYKTYPHOM
XHMHH

HOBOCUBUPCK



POCCUMNCKAST AKAJEMUS HAVK
CUBUPCKOE OTJ/IEJIEHUE

KYPHAJ
CTPYKTYPHOU
XNMUHN

HAYYHBIN XXYPHAIJI
Ocnosan 6 1960 . Buixooum 6 pas 6 200
TOM 55 Maii-uioHb Ne 3,2014
COAEPXAHMUE

TEOPUS CTPOEHUS MOJEKYJ] U XUMHUYECKOMW CBS3H

) & 419

Jlyzanos A.B.

oaykanonnyeckne MO B MeTOIE BapBHPYEMOii

- HC=Ce

OTKPBITOH 000,109KH H B POJICTBEHHBIX MOAX0AAX 7
. X" stat

Kaio4eBble cJ10Ba: orpaHHdeHHbIi MeTo XapTpu-Poka, ¢

Teopust PyTana, kanHonndeckie MO, Teopema Kynwmanca,

ay¢0Oay-TnpUHLHIT

Jlapun A.B.

TodeuyHbie 3apsifibl M ATOMHbIE MYJIbTHIOIbHbIC T e

AT
momeHnThI Si u O B amoppHom SiO: 17151 oneHKH L n;%f“

INEKTPOCTATHYECKOrO T0JIsi ¥ NOTEeHNHaIa ) G =

==+

428

KroueBble ci10Ba: aMopHBIH, OKCHI, aTOMHBIH
MYJIbTUTIONBHBIH MOMEHT, 3IEKTpOCTATHYECKHUii MOTEHIIHA

benenkos E.A., I'pemrHsikoB B.A.

439
Hosble nonMop¢HbIe PAa3HOBHIHOCTH aJIMa3a

KmodeBble cloBa: MoJeTHpOBaHue, atMas, MoJTUMopQbl anMasa,
SHepTHH CyOMHUMaInH, 00bEMHBIE MOTYJTH,
9JIeKTPOHHBIE TUTOTHOCTH COCTOSHMM, PEHTTeHOrpaMMbI

KcenodontoB A.A., I'yceBa I'.b., AntunHa E.B., .« » @
Brrorus A . | %8 . oS/

MoJiekyasipHasi CTPYKTypa
Ouc(AMNUPPOINIMETEHATOB) d-METALJIOB 1O AAHHBIM Ry «e
KBAHTOBO—XHMHYECKHX pacyeToB MeTogom PM6

448

K.aio4eBble ¢/10Ba: 6uc(IMMTHPPOTHIMETEHATHI ), FeIHKATHI, R T, I I T™
KBaHTOBO-XMMHYECKHE pacdeTsl, MeToa PM6, ¢ > « Y
MOJIEKyIIpHast CTPYKTYpa, peaKuuoHHas ClmocoOHOCTh o et
Hunos J1.1O., Cmonsakos B.M.

Koppesiiiu «CBOHCTBO ATKHJICHIAHA —
K0P PHUMEHTHI TOJHHOMA MATPHIUbI CMEKHOCTH Po = GyXo + ayx, +ayx; +
MOJIEKYJISPHOro rpada» i

454

. +a,x, tax, +tax, +a,x; +
Karo4eBble cl10Ba: MONEKYIAPHLIN rpad), MaTpHia CMEXKHOCTH 474~ Ts7s C Tete - T

A' HEOTHOPOJHOTO MoneKysipHoro rpada (HMI'), +agx; +agxy +a
COOCTBEHHBIE 3HaUeHUs, KOIYDUIIHEHTB XapaKTepHCTHIECKOTO

nonunoma (KXIT), agnuTuBHAsS cxeMa, aTKUICHIaHbI,

IHTATBITHA 00pa3oBaHUs

L
10%10 T T 2%

W3JIATEJILCTBO CO PAH
HOBOCHUBUPCK
2014



HCCJIHIEJOBAHHNE CTPOEHHUS MOJIEKYJI ®PU3HYECKHUMHU METOAAMHU

UrnateeB U.C., BoponkoB M.I'., Kounna T.A.,
CamoxuH ['.C., bensgera B.B., Xaiikun C.51.

462

KosedaTenbHbIe CIEKTPBI M YJIEKTPOHHANA CTPYKTYpa
1-repmaTpanoaa, 1,1-kBa3zurepmMarpanamno.ia

u 1,1,1-runorepMaTpaHTPHOIA

(HO)4 - nGe(OCH2CH2):NR3 _» (R = H, Me; n=1-3)
Karodessle cioBa: 1-repmarpanon, 1,1-kBazurepMaTpaHanon,
1,1,1-runorepMaTpaHTpHOI, MOJEKYISpHAs CTPYKTYpa,
KoJebaTeNbHbIe CMIEKTPBI

Alver O., Parlak C., Kaya M.F., Dikmen G., Geng L.
Vibrational spectroscopic investigation 1 ,
of methyl(5-|2-thienylcarbonyl]-1H-benzimidazol-2-yl: o - : { .
A comparative density functional study o, e o
Keywords: nocodazole, vibrational spectra, TED, DFT, SQM ¢

Marinov M., Stoyanov N., Ugrinov A., Angelova S.,
Wawer 1., Pisklak M., Enchev V.

Solid state structures of 2-(4-hydroxyphenyl)-
substituted phenalene-1,3-dione and indan-1,3-dione
Keywords: 2-(4-hydroxyphenyl)-phenalene-1,3-dione,
2-(4-hydroxyphenyl)-indan-1,3-dione, solid-state NMR, X-ray,
quantum-chemical calculations

476

Epmaxosa E.H., Kecnep B.I'., Pymsinies 10.M., 2083 o g 486
Kocunoa M.JI. 1
Uccnenosanne THIIOB XMMHYECKHX CBsI3ell B IJIEHKAX,
MOJY4YeHHBIX MIa3MOXHMHYECKHM Pa3jioKeHHeM NMapoB \/\\ 5
Ouc(TPHMETHIICHIHII)ITHIAMHHA PN

KroueBbie c10Ba: KapOOHHTPHA KPEMHHSA, TOHKHE TUICHKH, e 5"\\‘\

PECVD, penTrenoBckas OTO3TEKTPOHHAS CIIEKTPOCKOIHS, M 9 L

HK-cnekTpockomus Bornmopoe uneo, cm

CTPYKTYPA KUJKOCTEHW U PACTBOPOB

323,15K

Koponés B.I1. 493

O0beMHbIC CBOMCTBA M FHAPATHLIE YMCJIA XJI0pHaa
U HHTPaTa aMMOHHS B pacTBoOpe.
CTPYKTYPHO — TEPMOJIHHAMHYECKHI aHAJIN3

AV, eMY/monb

KioueBbie cioBa: KaxXymuecs U mapuralibHbIe 06'b€MbI,
THApPAaTHbIC YHCIa, XJIOpHA aMMOHHA, HUTpaT aMMOHHA 273,15K A eM/ Mo

KPUCTAJUJOXHUMMUS

bopucos C.B., Marapuna C.A., Ileppyxuna H.B. 500

®DeHOMEH KOrepeHTHO# COOPKH B THIIOBBIX CTPYKTYpax
reTeponoaiuHnofaTOB

KaroueBble ciioBa: KpucTaLIorpaduuecKuii aHamms,
KoTepeHTHast cOopka CTPyKTyphl (coherence-assembly),
KaTHOHHBII KapKac, CTPOUTENbHbIE OJIOKH, MOJTHOKCOHHODATHI,
MeHele3uT (menezesite), acneaMuT (aspedamite)




[oneabepr A.E., Kuckun M.A ., ITonos JI./I.,
Jleruenkos C.H., Illep6akos W.H., Tynomoga 1O.I1.,
Koran B.A.

Kpucraaandeckast CTPYKTYpa TPexXbsiIepHOTO
rommnzekca nunka(ll) ¢ 1'-pranasunnarnapazonom
2,6-nu-mpem-0y THI-n-XHHOHA

KiaroueBbie c10Ba: THAPa3sOHbI, TAyTOMEPHS,
1-runpasunodranasuH, koMmruieke quHka(ll),
PEHTIEHOCTPYKTYPHBIN aHAH3,

TeopHs (yHKUHOHATA TNIOTHOCTH

505

Pomanenko I'.B., Ky3nenosa O.B., ®ypcosa E.1O.,
OBuapenko B.A.

CTpyKTypa MHOrosiiepHbIX KOMILICKCOB MMBAJIATA
Ni(II) ¢ 6yTanauo0mM

Karouessie caoBa: uukens(Il), nomusaepHsie coennueHus,
MHUBaNaThl, Oy TaHAHOJ, PEHTTEHOCTPYKTY PHBIH aHaTH3

511

Crabnukos [1.A., JlopoBckux C.M., Ilepyxuna H.B.,
byaymesa JL.I'., Pomanenko I'.B.

Kpucranandeckue # MOJIEKYJIsIPHbIE CTPYKTYPbI
onc(2,2,6,6-TeTpaMeTHI-3-MeTHIIAMHUHOTeNITAH-5-0HATA)
meau(Il) m nuxensa(ll)

Kawuesslie ciaoBa: xenatsl meau(Il) u uuxens(Il),
KpUCTa/UTHYecKas CTPYKTYpa, cTepHYecKue 3¢ ¢eKTs

517

Graiff C., Canossa S., Predieri G.
Coordinative properties of the pyridine-2-carbaldehyde
thiosemicarbazone ligand towards Ni(Il)

Keywords: nickel, thiosemicarbazone complexes,
crystal structure

Xpanenko C.I1., Kypateepa H.B., I'pomunos C.A.

KpucTanindeckue CTPYKTYpbI
[Pd(NH3)3(NO2)][Rh(NH3)2(NOz2)4]

u [PdEnz|[Rh(NH3)(NO2)s] 0,75H20

KaroueBble cj10Ba: naniaauid, poaui, STUIEHAHAMHH, HUTPHUT,

JIBOMHAsI KOMIUIEKCHAS COJTb, PEHTTEHOCTPYKTYPHBIH aHaH3,
KPHCTAITOXUMHUS

527

baiinuna U.A., CmonenueB A.U., bensies A.B.

CTpyKTypHOe Hcc/le0BAHHE KOMIIEKCHBIX COJIeH
[Rh(NH3)5(NO2)|(NOs)2 H:20,
[Rh(NH3)s(NO2)][PA(NO2)4] 1 K2|[Rh(NH3)(NO2)s|-H:z0
Kiio4eBble ¢/10Ba: KOMIUIEKCEI, IBOMHBIE KOMIUIEKCHBIE COJTH,
pOJIHii, Maniaauif, peHTreHOCTPYKTYPHBIH anamus, AMP 1¥N,
HUTPOAMMHUHBI

532

Anonnn C.A., A6pamos I1.A., Yckos C.A.
Kpucrannnueckas crpykrypa kommiaekcos Ir(11)
¢ 1,10-¢penanTpoannom K[Ir(phen)Cls]-H20 n
(MesN)[Ir(phen)Cl4|

KaiogeBble cioBa: upuanii, peHaHTpOIHH,
KpHCTaIHYecKas cTpyKTypa

538




Wu P.

Crystal structures of 2-
ferrocenylmethylidenehydrazono-1,3-dithiane
and 2-ferrocenylmethylidenehydrazono-1,3-dithiepane

Keywords: X-ray diffraction, dithiane, dithiepane, ferrocenyl

Wawrzycka-Gorcezyca 1. 548

N-H:--S hydrogen bonding motifs in crystalline solids
of 1,2,4-triazole-5-thiones — application

of the Cambridge Structural Database. Part 1. R %; (8)
ring motif

Keywords: N-H---S hydrogen bond, R?(8) ring motif,
1,2,4-triazole-5-thiones, dimer, Hirshfeld surface, fingerprint plot,
CSD, Cambridge Structural Database

CYODPAMOJUEKYJNAPHBIE U HAHOPA3SMEPHBIE CUCTEMbI

Mishra D., Arora R., Lahiri S., Amritphale S.S., Chandra N.

A novel process for making alkaline iron oxide nano
particles by solvo thermal approach

553

Lin (Counts)

Keywords: Alkaline iron oxide, nano particles, solvo thermal

Chamani Z., Bayat Z., Mahdizadeh S.J. 557

Theoretical study of electronic conductance through
organic nanowires

Keywords: cis- and frans-butadiene, molecular wire, —CH CH—

HOMO-LUMO gap, electric field, gold cluster

CTPYKTYPA BUOJTOIHNYECKU AKTUBHbBIX CUCTEM

Muponoga E.B., Jlonounukoa O.A., KpuBonanos /1.b.,
Bepemeiiunk f1.B., [Inemenkos B.B., Jlutsunos 1.A.

566

KpucTraaandeckasi CTPYKTYpPa HOBBIX HHKJIHYECKHX
cyab(HH- H cyaIb(OHAMHAOB THA3HHOBOIO PsAAA:
KOH(popMauus, BHyTPH- U MeKMOJIeKYJIsPHbIE
B3aHMOEHCTBHS

KiaroueBbie cioBa: CyIlb(bHHaMHﬂbl, CyIIB(I)OHaMHl]bI,
KpHUCTaJLTHUECcKasi U MOJIEKyJIsIpHast CTPYKTYpa,
PEHTIeHOCTPYKTYPHBIH aHaIU3, BOJOPOJHBIE CBSA3H,
DFT-pac4eTsl, TOMOJOTHYECKHUI aHATH3

OB30OPbBI

Kyneson H.B., besyrnas T.H., besyrneii H.1O. 575

Oco0eHHOCTH BHYTPHMOJICKYJIAPHOHN CTPYKTYPBI
Pa3BeTBJICHHbIX MOJTHMEPHBIX CHCTEM B PacTBOpe
KaioueBnle ci10Ba: Pa3BETBJICHHBIC MTOJIHMEPHI,
MOJIEKYJISIpPHAs apXUTEKTypa, A€HIPUMEDHI,
3Be37100p0a3HbIE COMOJIUMEPBI

KPATKHE COOBWEHMUS

Crabnmkos I1.A., Komeesa O.C., Ileppyxuna H.B.,
XKapkora ['.U.

CTpykTypa 0nc(2-MeTHIHMMHO-3-IeHTeH-4-0HATO)
nukesi(Il). CBolcTBa KETOMMHHATOB HUKEJS

587

KmroueBrie ciioBa: oucxenat Hukemst(I1),
KpHUCTaJTHYecKas CTPYKTypa, JIETy4ecThb




Ma N, Ji BM.

Infinite 1d water chains present in complexes of Co(1I)
and Zn(II) with 4,4',6,6'-tetramethyl-2,2'-bipyrimidine
Keywords: complex, Co(Il), Zn(II), tmbpm, crystal structure,
intermolecular hydrogen bond, water chain

591

Hanifehpour Y., Khataee A., Joo S.W., Min B.-K.

Hydrothermal synthesis of a nano-rods mercury (1)
metal-ligand coordination compound

Keywords: Hg (IT), metal-ligand, nano rod, hydrothermal

597

Swamy G.Y.S.K., Ravikumar K.

Molecular and crystal structures of bis-tetrazolate
ammonium salt and bis-tetrazole monohydrate

Keywords: crystal structure, bis-tetrazole, X-ray diffraction,
hydrogen bonding

603

ConepxaHue caeAylIIero HoMmepa — B KOHLE )KypHaJa

© Cubupckoe otaenenue PAH, 2014
© UHCTUTYT HEOPraHNYEeCKOM XUMUHU
uM. A.B. Huxomnaesa CO PAH, 2014



