
POCCHHC~ AKA~EM~ HAYK 
CHEHPCKOE OT~EflEHHE 

)KYPHAJI 
~ 

CTPYKTYPHOH 
XHMHH 

HA yqHhlfi )l{YPHAfl 
0Cl-l06Q1-I 6 1960 2 . BbzxoiJum 8 p_m e zoiJ 

TOM 59 lfiOHb-HIOJib NQ 5, 201 8 

CO,IJ;EPJKAHIIE 

OE30Phl 

Hakkar F., Zouchoune B. 

Predicted structures and electronic properties of gallium­
indium clusters Gamln,_m (n = 4, 6, 8 and m < n): 
A density functional study 
Keywords: relative stabilities, bonding interactions, 
ionization potential, electron affinity, chemical hardness 

·~ 
-~ ] 
0 .: 

~ ~ 
·€ Q. 

-J: // :g::~:::: 
• Ga

111
In8_

111 

Number of Ga atoms in cluster 

TEOPH.SI CTPOEHH.SI MOJIEKY JI H XHMHlJECKOH CB.SI3H 

Badoglu S., Yurdakul $. 

Experimental and theoretical study on the new Zn(II) halide 
complexes of 3,5-diazaindole 
Keywords: 3,5-diazaindole, metal complexes, FTIR, NMR, DFT 

Ramesh G., Prashanth J., Laxman Naik J., Venkatram Reddy B. 

Molecular structure, vibrational analysis, 
hyperpolarizability and NBO analysis 
of 3-methyl-picolinic acid using SQM calculations 
Keywords: methyl-picolinic acid, DFT, FTIR and FT-Raman spectra, 
vibrational analysis, dipole moment, hyperpolarizability, NLO effect, 
NBO analysis 

10 

.J'J7 

1043 

1056 

1067 

Jin Q., Jin B., Zhang Z.-H., He X.-N. 

Aromaticity of the bare iridium trimers and Ir3M
01

+ 

and lr3M2+/J+ (M= Li, Na, K and Be, Ca) bimetallic clusters 
•a•a~•• 1077 

n~~~ o~t ttl\ (511 

Keywords: iridium trimers, aromaticity, DFT calculation 
(3a,)' (3b,)' (5a 1)

1 (2<,,)' (3b1)' 

Kazemi Z., Ghiasi R., Jamehbozorgi S. 
NH, 

Analysis of the interaction between C20 cage fcC,,,,, __ I .... ~Cl CL..... ···""'CI 

and cis-PtCl2(NH3)2: ~~.,...lt~NH H N.,...r~NI-I 
A DFT investigation of solvent effect, structures, Cl 

3 3 
c20 

3 

properties and topologies 1-isomer 11-isomer 

Keywords: C20 cage, cisplatin, energy decomposition analysis (EDA), cis-PtClz(NH 3)2(112-C2o) cis-PtCI2(NH3)2(111-C2o) 

solvent effect, quantum theory of atoms in molecules (QT AIM) 

HHX COPAH 
HOBOCHEHPCK 

2018 I
. --· --V•H·'~"'A"fl~"i: ~-· -· 

POCC!olii!CKOM AKA.QE'I,;!-ll!l HAYK 
1)!1 EJHtOTJ: I' A 

no Ecn:cn.·!.L.mlo! .. '\1\ H.A.vKt\ '1-t i'AtJ 
A.o.pec : 1 l ~-9fll, r. tlo~Ks~ ,. f CIJ· 1, 
'---- -'yn . _::_:-~~-~~~~,~~-~--·-'-~ -' -' ---

1089 

' 

"" 

" 

( 

,~-



Ghiasi R. 

Exploring of solvent effects on the spectroscopic properties 
(IR and Be NMR) in the OsCl3(=CCH2CMe3){PH3)2 carbyne 
complex 
Keywords: carbyne complex, Kirkwood- Bauer- Magat equation 
(KBM), solvent effect, linear solvation energy relationship (LSER) 

Fereidoni S., Ghiasi R., Pasdar H. 

Theoretical study of solvent effect on the electronic 
and vibrational properties of [CpFe(C0)2(NCS)) 
and (CpFe(C0)2(SCN)]Iinkage isomers 
Keyword: linkage isomers, solvent effect, natural bond orbital 
analysis (NBO), Kirkwood- Bauer- Magat equation (KBM), 
energy decomposition analysis (EDA), Quantum theory 
of atoms in molecules analysis (QT AIM) 

Shuai Z., Li A.Y. 

Excited states of weak interacting complexes between 
formaldehyde and alkali metal ions 
Keywords: excited states, time-dependent density-functional theory 
(TD DFT), the C=O···M+ interaction, infrared spectra, 
red shift and blue shift 

Hasan T., Ghalib R.M., Mehdi S.H., Singh P.K., Kumar A., 
Misra N. 

Vibrational spectra, NBO and NLO analyses, 
and a molecular docking study of 3a,8a-dihydroxy-2-:thioxo-
1,3,3a,8a-tetrahydroindeno[l,2-d]imidazol-8(2H)-one using 
DFT 
Keywords: 3a,8a-dihydroxy-2-thioxo-1,3 ,3a, 8a-tetrahydroindeno­
[l,2-d]imidazoi-8(2H)-one, vibrational analysis, DFT, NLO, NBO, 
molecular docking 

Tong Y.-P., Liu H. , Lin Y.-W. 

A density functional investigation of geometrical 
and electronic structure, charge transfer, 
and photoluminescent property of a zinc(In 
complex with 5-amino-2-(lH-benzoimidazol-2-yl)-phenol 
Keywords: theoretical calculation, electronic structure, 
photoluminescence, LLCT, zinc(II) 

PH1 I .. > CI 
;1 ""OH=::C C I I ~CMu 1 , I - . 
' I J>i i 

.1 

~ 
Fe ,,, ..... \ N- c 

oc co - s 

'Y' c/ N 
,) ·u\--s / 

oc''" r•o 

H 
So (C2v) 

- \ , 0 L i • ® 

HCCJIE,l(OAHHE CTPOEHH}I M O JIEKY JI <I> H 3HqECKHMH M ETO,l(AMIJ 

Karimi P. 

Investigation of simultaneous cation-1t and 1t-1t stacking 
interactions on graphene and some bent graphenes as curved 
surfaces of carbon nanohorns 

Keywords: bent graphene, carbon nanohoms, cation-n, n-n stacking, 
aromaticity 

Yavari M., Beyrarnabadi A. S., Morsali A. , Bozorgmehr M.R. 

Tautomerization reaction, experimental and theoretical 
characterizations of the N,N'-dipyridoxyl(4-methyl-1,2-
phenylenediamine) Schiff base and its C u(In complex 
Keywords: synthesis, Schiff base, pyridoxal, DFT, copper, 
assignment, NBO, tautomerization 

· ~ "Yu_i~ ~ 
·.; · • 

' - 41 ·''· ~· " ' 

0~ .~:~.~ .. ·· t ~· 
_.;,A ~ · t: · ~ .... } . 
- .,_•,::r· .. 

1097 

1102 

1110 

1121 

1130 

1137 

1144 

Sudhakar C ..• Saravan11hh"" "n l\Jf C' ~hr M . R11hu B 
----~ .--. ..... y ...._.I..J. ..&. •~. , U \.l .. l'\,_"-1. .... - } - - - -

Chandrasekaran J. 

Crystal structure and thir d order nonlinear optical studies 
on 2-phenylbenzimidazolium-p-toulenesulphonate 

Keywords: 2-phenylbenzimidazolium-p -toulenesulphonate, 
nonlinear refractive index, absorption coefficient, 
third order nonlinear optical susceptibility 

Dehghanpour H.R. 

High coercivity induced in nickel ferrite nanoparticles by 
mechanical milling 

Keywords: nickel ferrite, nanoparticle, combustion, coercivity 

Dridi W., Zid M.P. 

Crystal structure of new one-dimensional triple molybdate 
N azKzCu(Mo04)3 

Keywords: solid state, X-ray diffraction, bond valence analysis, 
triple molybdate, charge distribution 

KI~ M., An M., Polat Y., Erdogan B.. Karaaslan T 

Structural and temperature dependent electrical 
conductivity properties of Drz0 3-Sm

2
0 3 co-doped Bi

2
0

3 Keywords: electrical conductivity, solid oxide fuel cell, 
solid state synthesis method, arrhenius equation, activation energy 

l . .. ~~ 
·• • .. -i ·1 ......, 

Mo 
• Cu 

K 
• Na 

1155 

1163 

1168 
-.... 

C T P YKTY P A iKH ,l(K O CTEH H P ACTBOPOB 
Maharolkar A.P., Muru_gkar A., Khi.:-:....: 

lJ 
..\! 
o5 
~ 
& 

r='l'R:-... --.. - • _"'"OM _ ,..,._1181 

K P H C T AJIJIO XHMH}I 

Dong X.-Y., Du G.-M., Dong W.-K., An G.-X. 

Tetranuclear zinc(In and mononuclear nickle(II) complexes 
based on asymmetrical salamo-type ligands: 
Syntheses, crystal str uctures, and fluor escence properties 

Keywords: asymmetric Salamo-type ligand, transition metal complex, 
synthesis, crystal structure, spectroscopic behavior 

Narulkar D.D., Srivastava A.K., Butcher R.L Dh11ri S.N 
.- - - -

Crystal st ructure of mononuclear non-heme nickei(In 
octahedral complex: 
fNi(bqenH2)(bpy)J(CI0 4)2 • 0.125H

2
0 

Keywords: nickei(II), single crystal X-ray crystallography, bqenH
2
, 

2,2 0 -bipyridine, hydrogen bonding, centrosymmetric, monoclinic 

+ 303 K 
• 308 K 
• 3!3 K 

R K Fit 
-- - 303K 
- 308K 
- 313K 

~~~~~ Structure Breaking 

L . Aqueous methanol 
system 

Structure Making 

~StruoM .... kiog ethylene glycol 
system 

., 

1188 

1208 

, .~-· 



I 
I 

Ghaemi A., Keyvani B., Fayyazi K., Rudbari H.A. 

Crystal structure of the azido-bridged copper(II) 
complex [Cu2L2(~-t1,rN3)z] based on the 2-[(3-amino-2,2-
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