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	                                                (a)                                                                          (b)

	Fig. 1. The structural formula of BBHQ molecule and the energy diagram of its electronic states in the solid phase state with indicating possible transitions (a). The energy diagram was built on the basis of the measured absorption (1) and fluorescence (2, 3) spectra of polycrystalline BBHQ (b). The ground state of an enol BBHQ structure is taken for the zero - energy level. The dashed arrows correspond to the non-radiative transitions. The fluorescence was excited by a 337 nm nitrogen laser radiation. 


4. The presentation of the tables 
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Table 1



The results of optimization of the weight function to select  for LEP energies. The parameter  is computed in accordance with (9), the coefficients  in (13) are found by (7)
	
, GeV
	k
	

	

	

	

	

	

	

	


	130
	-0.567
	0.770
	-0.437
	-0.416
	0.193
	-0.011
	-0.050
	-0.044
	0.019

	136
	-0.524
	0.802
	-0.420
	-0.392
	0.141
	0.025
	-0.061
	-0.040
	0.014

	161
	-0.425
	0.863
	-0.367
	-0.330
	0.036
	0.076
	-0.056
	-0.017
	0.000

	172
	-0.402
	0.876
	-0.352
	-0.314
	0.014
	0.083
	-0.052
	-0.011
	-0.003

	183
	-0.385
	0.885
	-0.340
	-0.302
	-0.002
	0.086
	-0.048
	-0.007
	-0.004



Table 2
Phase composition, coherent scattering areas (L), the degree of distortion of the crystal lattice (Δa/a), microhardness (Hμ) and the dislocation density (ρ) of the investigated alloys
	Alloy
	Phase composition
	L, nm
	Δa/a
	Hμ, MPa
	Hμ, MPa (after heat treatment)
	ρ, cm-2

	CoCrCuFeNiSn0.5
	FCC (а = 0.3586 nm) + BCC (CsCl-type,
а = 0.2979 nm)
	LFCC = 37 ± 2
LBCC = 27 ± 2
	1.8·10-3
	3500 ± 200
	3800 ± 200
	4.2·1011

	CoCrCuFeNiSn1
	FCC (а = 0.3600 nm) + BCC (CsCl-type,
а = 0.2981 nm)
	LFCC = 19 ± 2
LBCC = 21 ± 2
	2.3·10-3
	4000 ± 200
	3900 ± 200
	1.6·1012


5. Conclusions
Present enhanced conclusions of your work. Please, avoid giving absolutely equal text in the conclusions and in the abstract. 
Acknowledgments
We would like to thank you for your attention and following this template. We would be very thankful to you for proposals and advices to improve our collective work. 
References
1. Sholl, D. S. Density functional theory: a practical introduction / D. S. Sholl and J. Steckel. – Hoboken, New Jersey: John Wiley & Sons, 2009. – 256 p.
2. Escudero, D. Time-Dependent Density Functional Theory: A Tool to Explore Excited States / D. Escudero, A. D. Laurent, D. Jacquemin // Handbook of Computational Chemistry / Ed. by J. Leszczynski et al. – Springer International Publishing Switzerland, 2017. – P. 927 – 961.
3. Becke, A. D. Density‐functional thermochemistry. III. The role of exact exchange / A. D. Becke // J. Chem. Phys. – 1993.– Vol. 98. – P. 5648 – 5652.
4. Syetov Y. TDDFT calculations of electronic spectra of benzoxazoles undergoing excited state proton transfer / Y. Syetov // J. Fluoresc. – 2013. – Vol. 23. – P. 689–696.
5. Syetov, Y. Infrared spectra of the benzoxazoles exhibiting excited state proton transfer / Y. Syetov, A. Vdovin // Vib. Spectrosc. – 2010. – Vol. 53. – P. 146–150.
6. Neese, F. Efficient, approximate and parallel Hartree–Fock and hybrid DFT calculations. A ‘chain-of-spheres’ algorithm for the Hartree–Fock exchange / F. Neese, F. Wennmohs, A. Hansen, U. Becker // Chem. Phys. – 2009. – Vol. 356. – P. 98–109.
7. Neese F. The ORCA program system / F. Neese // WIREs Comput. Mol. Sci. – 2012. – Vol. 2. – P. 73–78.
8. Neese F. Software update: the ORCA program system, version 4.0, / F. Neese // WIREs Comput. Mol. Sci. – 2017. – Vol. 8. – P. e1327.
9. Neugebauer, J. Quantum chemical calculation of vibrational spectra of large molecules — Raman and IR spectra for Buckminsterfullerene / J. Neugebauer, M. Reiher, C. Kind, B. A. Hess // J. Comput. Chem. – 2002. – Vol. 23. – P. 895 - 910. 
10. Weigend, F. Balanced basis sets of split valence, triple zeta valence and quadruple zeta valence quality for H to Rn: Design and assessment of accuracy / F. Weigend and R. Ahlrichs // Phys. Chem. Chem. Phys. – 2005. – Vol. 7. – P. 3297 – 305.
11. Weigend, F. Accurate Coulomb-fitting basis sets for H to Rn / F. Weigend // Phys. Chem. Chem. Phys. – 2006. – Vol. 8. – P. 1057–1065.
12. Hellweg, A. Optimized accurate auxiliary basis sets for RI-MP2 and RI-CC2 calculations for the atoms Rb to Rn / A. Hellweg, C. Hattig, S. Hofener and W. Klopper // Theor. Chem. Acc. – 2007. – Vol. 117. – P. 587–597.


b
d

image2.wmf
ï

ï

ï

î

ï

ï

ï

í

ì

¥

<

<

<

<

<

<

=

r

r

r

r

a

r

Q

l

a

r

r

r

Q

l

W

2

2

2

1

1

at  

     

          

0

,

at  

   

ε

π

2

1

,

at  

   

ε

π

2

1


oleObject2.bin

image3.png
[ 1impurity tevels

N O X Absorption, arb.units
/N 4 T
O-H 4 4
>3
N [}
"~ =
N 2
g 3
S = S24

Fluorescence intensity, arb.units




image4.wmf
>

<

2

a


oleObject3.bin

image5.wmf
1

2

/

c

c

k

=


oleObject4.bin

image6.wmf
i

c


oleObject5.bin

image7.wmf
s


oleObject6.bin

image8.wmf
1

с


oleObject7.bin

image9.wmf
2

с


oleObject8.bin

image10.wmf
3

с


oleObject9.bin

image11.wmf
4

с


oleObject10.bin

image12.wmf
5

с


oleObject11.bin

image13.wmf
6

с


oleObject12.bin

image14.wmf
7

с


oleObject13.bin

image15.wmf
8

с


oleObject14.bin

image1.wmf
ò

×

=

dV

W

D

E

2

1


oleObject1.bin

