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1. INTRODUCTION

Being as Dark Matter (DM) candidate, nowadays, axion is very attracted subject in
Particle Physics. The axion is a hypothetical CP-odd scalar, protected by a shift symmetry
and derivatively coupled to Standard Model (SM) fields. It is predicted by the Peccei-Quinn
solution to the strong CP problem [1, 2].

Among the beyond SM, the models based on SU(3). x SU(3), x U(1)x (3-3-1) gauge
group [3] have some intriguing properties. It is emphasized that Peccei-Quinn symmetry is

automatically satisfied in the 3-3-1 models [4]. That is why the 3-3-1 models is attractive for
the axion puzzles.

In the framework of the 3-3-1 models, the axion has been studied in the papers [5-8]. In
[5, 7], the axion is massless field and its mass is generated by quantum gravity effects. In
addition, in diagonalization of square mass matrix for CP-odd scalars, the mixing matrix is
not unitary leading to extra states such as PS; and PS,. In this paper, these eros are corrected.
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2. CONTENT
2.1. Brief review of the model
As usual, fermion content satisfying all the requirements is

Yar = (Vaea NI~ (1,3,-1/3), eqr~(1,1,-1),
Q3 = (u3,d3, U)[~(3,3,1/3),  Qur = (de, —Ug, Do)~ (3,3%0), 1)
Ugr, Ur ~ (3,1,1/3), dgr,Dor ~ (3,1,—1/3),
where o = 2, 3 and a = 1, 2, 3 are family indices. The quantum numbers as given in
parentheses are respectively based on SU(3). , SU(3), , U (1), symmetries. The U and D
are exotic quarks, while N are right-handed neutrinos. The above model is named by the 3-
3-1 model with right-handed neutrinos.

The model with right-handed neutrinos requires three triplets:

x~@@,3,-1/3),n~(1,3,-1/3),p ~~ (1,3,2/3), (2)
with expansions as follows
1 R} 11
ﬁ( )(+ ”’){) \‘
X = X :
1 3 ‘13
E(UX+RX+/LIX)
i(v + RY +4I1) o5 ©
n n n 1
—ﬁ n- \‘ _ 2 L, +R, +iL)
n= 1 . L P = \/E \/5 P P P /
E(Rn""‘ln) / p3

In addition, ones introduce a singlet
1 .
¢ = ﬁ(% + Ry +1ily) ~ (1,1,0).

The full potential invariant under 3—3—1 gauge and Z11®Z2 discrete symmetries is
determined as [5]

V=pio d+uzxtx +uiotp +uintn + L, (T 0)* + 2,(n'n)?
+ (T2 + L.t ) ') + s P x) (pTp) + 26t (pTp) 4)

+2, 0 0 + 2 Tp) (T ) + () (pTp).
Substitution of (3) into (4) leads to the following constraints at the tree level as follows
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A A Ag L
[,lf)+ A3U§ 25U)2(+?6U7%+?U¢+—p:0,
A A L
2 2 4 42 6.2 12 V2 _
un+ /12Un 2 X+?U,D+ > ¢+—n 0,
5
A 5 2 All 2 L _O ()
“X-I_ 1U)(+ ?UU 2 p+7v¢+@ ,

A A A L
2 2 11 - 12 o 13 o

where L = Ag, vV, v, ve.

2.2. Charged scalar sector

In this sector we have two square mass matrices. One of them is as follows: In the base
(n1,61 ) ones get square mass matrix as

Agup Ao,y L \
Zvn 2 2v,Vy _ (L /19vp2 2) v,7 vnvp ©)
Agvpvn L Aguf L 2 1 1
2 2y, 2 20} Uplp  Uj
This matrix has one massless G; and one massive H; with mass equal to
2 _ (L = A9u3v]) (Up+vn) 7
ViV
From (7) it follows
UgpU
Ao > A a4 (8)
UTIUU

The physical fields are given as

G\ (cos 0, sin 9a> (pl‘) )
H; ] \sin6, cosf,/\n=/
where
tan 6, =
anbtg = v (10)

In the limit Vp > vy we have

Gi = pi = Gy-. (11)
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In the base (¥, p3) ones get square mass matrix as

Agup L AgU,Uy L 1 1
2 202 2 2U,V L—20202)| v2 v
M, = Uy G __ oAy v v | (12)
AgUply L Aguy L 2 1 1
2 20,0, 2 207 VU, VS
This matrix has one massless G =and one massive H, with mass equal to
P (L = 2gv3vy) (V7 +v7) (13)
2 2 " vgv?
From (13) it follows
Uy U
Ag > Ay 21, (14)
U)(Up
The physical fields are given as
G; cosf; sinf -
2 ) = (S°7F SREBN (X ) (15)
H, sinfg cos g/ \ p3
where
v 16
tan g = 2, (16)
Ux
In the limit vp > vy we have
G;= X7= Gjy. @an
2.3. CP-ODD sector
For CP-odd scalars, in the base (1F, I3) ones get square mass matrix as
7 , L Ay L \
—V; — = —— VU +——
4" 202 4 X7 20,0
My (1L 13) = X SO (18)
n Ay L 1 , L
7 UxUn T oo 2 X T 52
4 Uy Uy vy

Diagonalization of matrix in (18) yields one massless scalar G1 and one massive field
A1 with mass as follows

, _ _(L=dvpg) (v7 +v7)

mA1 == 2 . ‘U%‘U}? (19)

From (19) it follows
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U¢Up
A; > /1¢ UXUU. (20)
The physical fields are
(Gl> B (sinﬁ cos ) 11
Ay)  \cosp —sinp/\I3 (21)

Next, in the base (IX3, Inl, Ip, lp) we have square mass matrix

(1 1 1 1)
vouu, uu, U,
1 1 1
5 il
Myoaa = 3 U/27 vu, uu, |\m 22)
1 1
vouu,
1
uy
Let us diagonalize the matrix in (22). For this aim, we denote
1 1 1 1
N=—, B=—, C=—, D=—. (23)
UX U,7 Up U¢
The the matrix in (22) is rewritten as
( N> NB NC ND )
L| NB B* BC BD (24)
Miwaa =31 Nc BC €? CD

ND BD CD D?

The above matrix has three massless states and one massive with the following eigenvectors
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(b, c, B, C. |
SR R AT}
_| o 0 L2
U— r D f . (25)
C
0 It 0o I,
M ;

Taking eigenvector in the first column of (25) and write rotation matrix

( )

E 0 0 - N

CZ CZ

0O 10 O
Cha = a 26
3 0 01 O (26)

N oo B

C2 C2

where we denote
D N D v
C2=\/N2+D2=>—=Sin91—=C0591,tan91=—=—X. (27)
C, C, N vy
For the limit v, >V, we have
C, = 1/v,
We can check out that
(o0 0o o o0 )
. Ll O B> BC BC,
M,giqs = C4 M 43T = —
4diag €43 % 4o0dd x €43 2 0 BC Cz CCZ (28)
0 BC, CC, C§

Here we get one massless state a which is identified to axion and one massive state A,
a = cos 011y — sin 6,13,

A, = sinB;1y + cos 6,13,

(29)

From (29), it follows that in the limit v, > v,

a=1I,. (30)
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Summarising the first step

3
( [c \ a
It I
" =43 I" , (31)
I )
]f Az

In the basis a, I, A, we have square mass matrix given in (28). The 3x3 matrix in right-
bottom here has two massless states and one massive as follows

501 {50 £

Using the second solution, we have rotation matrix

(10 o0 o)
0 CE CE 0
€32 = B3 C3 :
0 c c 0
3 3 (33)
0 0 0 1
where
1 1
C3=\/CZ+BZ~0<—,—>
UTI Up
. Therefore:
t e—C U"=>'9—C3 9—C3
an 273 v, sin Z—B,cos 2= (34)
Then
(00 0o 0 )
00 O 0
M3giag = C32 X Mygiqy X €327 = 00 C cCgC, i (35)
0 0 CC, C

Here we have one massless G, and one massive fields A3



12 | TRUONG BAI HOC THU BA HA NOI

Gy = sing,;, — COSg, 11,

) (36)
Az = €0Sg,, + Sing, 1.
Here, G, is Goldstone boson for the Z boson. We have
( N \ a
b | 2 cas.ca2| O
h — . ,
5 A, (37)
A
If 2
The 2 x 2 matrix in right-bottom of (35) is easily diagonalized. Let define
C, vy
tanf, = —~—. 38
3 Cs Uy (38)

Then we have one massless G, which is identified as G, and one massive A, fields

G, = Sin93A3 - C0593A2, (39)

3
A, = cosf,A; + sinf,A,, (40)

where mass of A, is given as

2 cs
my, =L X 0520, (41)
Let us write
1 0 0 0
21 = 8 (1) cogt93 —siont93 . (42)
0 0 sinf; cosfO;
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( I \
1
then ' | = ca3.c32.021 =
If
If
(43)
sinf; 0 —cosf;cosf; —cosO;sinf; a
0 sinf, —cosf,sinf; cosH,cos6; G,
0 cosf, sinf,sinf;  —cosbfssind, G,
cosf, 0 cosf3sind, c0sf;sinf; A
4
For practical analysis
. ([ sing, 0 0 cosg, | [ )
G, 0 sing, cosq, 0 It
G = . . . . ol (44)
. - €0S@,Cosqg, -cosg,sing, sing,sing, co0sg,sing, |
A, - Cosg sing, C0s@,cosqg, - cosg,sing, cosg sing, l,
Note that here we do not have massive states PS, and PS, as in Ref. [?].
From (44), it follows that in the limit v, > v, > v > v,
a= I¢,
GZ = I,D'
45
G =15 (45)
Ay=1y.
Substituting related values into (41) yields
m3, =1L RN (46)
4 vy Vi Ui vE
From (46) it follows
A, > 0. (48)

Hence, if Ap ~ O(1) then A, is very heavy with mass in the range of v,,.
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Summary: In the CP-odd sector we have 6 fields: two Goldstone bosons for Z and Z,
one axion a, one massless field G, and two massive pseudoscalars A, and A,.

2.4. CP-EVEN sector
There are six CP-even scalars and they separate into two square mass matrices.

Within the constraint conditions in (5), ones get square mass matrix of CP-even scalars
written in the basis of (R;, R}) as

Lo,oL A L\

—VF - —UUy —
471 2p2 4 XN 29.v
Mg (RL,R3) = | x g (49)

1, L oL
v, ———  —vi——
\4 T 2u,v, 4% 202 /

Diagonalization of matrix in (5) yields one massless scalar G4 and one massive field H1 with
masse as follows

. (= au) (i)

The physical fields are

G —si R}
(_4):< sin 8 cc_)sﬁ) wal (51)

H, cosf sinf/\R}

In the limit v,, < v,, we have R,*= G4,R,* = H1,G1 = I,3,1,* = Ay, hence
N3 = Gyo. (52)
Here

1
V2

is the Goldstone boson for the X° boson.

Looking at Egs (41) and (50) we realize that A1 and Hy have the same mass and they are
component of ;é’ Hence we can compose them to new massive complex scalar ¢°

Gyo=—(G +‘G)=i(R3+'13)
x° 4 T 10y NP Ly ),

1 .
@ = % (Ry +1iI3),

with mass given in (50).
In the limit v, > v, » v, > v,, one has
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0 1 Gy +
() 1, s w
Lt Rri+ia,)
1 Gy- ’_z(u U 4 1(1 _
Y= — = B p=—|—=W+R, +iGz) |. (53)
V2 i(v +R3 + G, Hy V2 VZ( ’ )
NG X X z Gyo HF

Thus, at this step we have already determined Goldstone bosons for Z, Z' and neutral bilepton

0 .
X and one massive complex scalar ¢°.
Next let us consider the second part of CP-even scalars. In the basis (R?, R}, R,, R,), one

has
, L A4V, 0y L Asvyv, L L
20uy — 5
2vy 2 2vpu, 2 20,0,  2UpVy
A, 0y L , L Ay, L L
ZAZU"’ - 2
2 2v,0, YAV 2 2u,U, 2v,04
2 L2 L L (54)
sUxUp 6UnUp I — ——
2 20,0, 2 20,Uy 3% 203 20,04,
L L L
2/1101)35 - _2
2040, 2U, Vg 20,04 2vg,

In the case of vy >> v, vy, vy, We have that R, decouples and its mass is predicted to be
m}22¢ ~ 2/110115,. (55)
From (55) it follows
Ao > 0. (56)

For the future studies, we will identify R¢ to inflaton.

Keeping the next term of order v,v, yields

( 2/ U 0 0 0 )
0 ] 2_IL_/2 2uLu
h r—h
Mg = L L (57)
0 -
uu, 22U
0 0 0 2/ u?

Hence at this step one has one massive state R;j with mass
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2

Mg = A3 (58)
From (58) it follows

2> 0. (59)
We will identify R} = Hs. This is heavy scalar.

It is easily diagonalize matrix in (57) and there are two solutions: one massless G and one
massive H,

Gs = —cos 4R, — sinG,R,,
n p (60)
H, = +sinO,Ry; — cos 4R,
where tan 6, = v,v, and the H, mass is given by
o Lv} _ L} +v}) (61)
2 " 2v2c0s%6, 2v}

To avoid massless state Gg, let us diagonalize 2 x 2 matrix in central part of (54), e.g.,

L AgUpv L
2 e L ( q)
2450y 202 2 ZUpUnW — { ° | J

Mg, = !
AsUpp N L 2 1? _L (62)
2 2v,Vy 3°p 2v2 / -d ¢
O
Then we have two massive states H; and H,
H; = —sin6: R} + cos 6= R,
3 50y 5%p (63)
H, = —cos 05 Ry — sin 65 R,
where
2d
tan260; = —. 64
ansbs = — (64)
with masses given by
2mi, = (b+c) —+/(c — b)? + 4d?, (65)
2m%, = (b +c) —+/(c — b)* + 4d2. (66)

We can identify H; as the SM-like Higgs boson h.

Let us consider the limit Uy D> Uy D v, D vy, then
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b 2,02 + L y) 2
= —2A0p + 5 = ApUpUy —,
ZU% Uy

20302 4~ —2050% 4 1 b
C = —243v; + E X —2A3V, + AgUgpUy E’ (67)
AsUpp L AeUpv, 1
= + = + —/1¢U¢UX.

2 2vpv,1 2 2

Hence

2 Yp
c—b= —2/13vp — /1¢,v¢vx o

v
~ — 2 _P
(C + b) = 2/13Up + /1¢U¢UX Un, (68)
2d Uy Uy
tan20; = ——~ — = tanf; = —.
c—b v, 2v,,

2 2
v AsUpU, 1
A= (2/131)5 + ApUgpUy —p> + 4< S/ —/1¢v¢vx>
Uy 2 2

v\ v (69)
~ </1¢v¢vx v_p> => VA~ A¢v¢,vxv—p
n n
Substituting (69) into (65) and (66) yields
m12_13 = _A3Up2, (70)
v
mp, = /1¢v¢vxv—p — A3} (71)
n
From (70) it follows
A, < 0. (72)

From (70) it follows that A3 < 0 and H3 can be identified to SM Higgs boson h, while Hg is
heavy scalar and Ay > 0. Note that

h=R, H,~—Rj. (73)
Hence
@° - (u—H, +iA, Gw+
G V2 1 .
x=\ Y N = HY P = \/—E(UX+H5+lGZI ,
7 Wy T Hs + Gy G o0 Hy (74)

~i( +® +ia)
¢—\/§v¢, ia).
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Note that inflaton ® has mass in the range of 1011 Gev, the SM Higgs with mass ~ 126
GeV, and other fields A,, H,, H, and ¢° with masses in TeV scale.

3. CONCLUSION

In this paper we have studied the scalar sector of the 3-3-1 model containing axion as
DM candidate. The diagonalization of 4 x 4 square mass matrix for the CP-odd sector is
exactly fulfilled. Our results show that the axion is mainly contained from the CP-odd part
of the singlet ¢, while the CP-even component of the later is the inflaton of the model. The
positivity of the masses leads to constraints for some couplings of the Higgs sector: only Az
is negative, while coupling constants A, and Ai,i = 1,7,8,9,10 are positive.

Note that the axion in the model under consideration is still massless. Our next task is
to make it massive by introducing soft breaking mass term.
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Abstract: On the basis of the quantum kinetic equation has received analysing expressions
for current density and absorption coefficient of electromagnetic wave in two-
dimenssional graphene (2D graphene) with electron- optical phonon scattering is
dominant. The dependence of the absorption coefficient into the parameters characteristic
for the external wave field and the size parameters of graphene is very complex and
nonlinear. The results are calculated, graphed proved well for theoretical results. The
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and results are new.
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I. INTRODUCTION

Two-dimensional (2D) graphene was first studied by the scientists Andrei Geim and
Konstantin Sergeevich Novoselov on the transport of electrons and holes. They were
awarded the 2010 Nobel Prize in Physics [1]. Graphene is a flat sheet about the thickness of
an atomic layer of carbon atoms, which forms a honeycomb shaped array. The length of
carbon-carbon bond (C-C) in graphene is about 0.142 nm. 2D graphene is important in
making graphene transistors in electronic chips and can replace existing silicon transistors.

Graphene has the ability to fill its electron holes with other electrons almost instantly,
meaning it transfers a large amount of charge in an extremely short amount of time.
Graphene is a separate carbon atom sheet bundled into a two-dimensional (2D) honeycomb
network, which is the basis of graphite-like materials of different dimensions. It can be
encapsulated into non-dimensional fluleren (OD); rolled into one-dimensional nanocarbon
tubes (1D); or folded into 3D graphite (three dimensions) [2]. Put simply, graphene is a sheet
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of graphite separated at atomic size.

Fullerenes (Cg) | | Carbon Nanotubes Graphene Graphite

0D 1D 2D 3D

Fig.1: Low-dimensional graphene: zero-Dimensional (OD), one-dimensional (1D),
bidirectional (2D) and three-dimensional (3D)

Twenty years ago, the term "nanotechnology" was little known, but now it has become
a familiar term at every stage of modern society. Nanometer is the abbreviation for
nanometer (symbol nm, 1 nm = 10°m) is a unit of measurement in the atomic system.
Nanotechnology involves taking advantage of new physical phenomena (quantum-
stimulating effects) in nanometer-sized materials to create materials with special functions.

Although the theory does not accept an all-crystal lattice in 2-dimensional space, that is,
on an absolute plane, but it does not prohibit a 2-dimensional lattice that relies on a 3-
dimensional cube. This is true for the observations of Geim, Novoselov et al. in [3]. Under
the microscope they were able to observe suspended graphene plaques in a state of non-flat
free space, which were as protruding as the microscopic wavefront in three-dimensional
space (Fig. 2).

Fig. 2: Graphene does not exist in an absolute plane (a),but existing with the convex
surface of the 3D space (b).

Graphene is considered to be a super-thin, electrically conductive, heat-resistant
material that is 100 times stronger than steel. With such superior structure, the study of
properties of graphene systems attracts the attention of scientists. Many physical phenomena
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are of interest and research in low dimensional physics due to the quantum size effect of
materials. The effect of electromagnetic absorption is one of those research directions. This
effect has been studied relatively sufficiently in normal semiconductor (3D) materials as well
as other low-dimensional semiconductors (0D, 1D, 2D) both theoretically and empirically
(for example, in [4]). In the movement of free particles in low-dimensional materials, the
interaction between the carrier and the phonon is the most significant contribution. This
means that when the electron moves in the crystal lattice of the materials, it will be affected
by electromagnetic waves in the direction of acceleration, and also affected by the oscillation
of the crystal lattice in the direction of motion impedance. With the assumption that the
strongly variable electric field is a flat electromagnetic wave and that the propagation of this
electromagnetic wave along the Oz axis of the material has a decreasing electromagnetic
wave intensity. The characteristic quantity for reducing the intensity of the electromagnetic
wave when going deep into the semiconductor is called the electromagnetic absorption
coefficient. Investigating the strong electromagnetic absorption coefficient caused by the
electron-phonon interaction is a classic but very important problem because this is the effect
that occurs in semiconductor materials present in electronic accessories. The theory of
electromagnetic nonlinear absorption in cubic semiconductors has been studied and
published by V. Pavlovich and E. M. Epshtein since 1977 [5] on the basis of the method of
quantum dynamic equations for electronics. With graphene materials, in the world in recent
years, there are also a number of groups of authors studying the magnetic - phonon resonance
effect [6] with the interaction process between electron - phonon in graphene. Good results
and consistent with experiment. However, the coefficient of electromagnetic wave
absorption in Graphene 2D has not been studied. Therefore, we are interested in studying
this physics problem. In [7], we formulated quantum theory for the absorption of weak
electromagnetic wave in 2D graphene and received analytical expression for the absorption
coefficient. Numerical calculations show the nonlinear dependence of the absorption
coefficient on the frequency of electromagnetic wave, wave intensity and temperature of the
system. In this paper, we continue to study the effect of graphene size on absorption
coefficient. Results are calculated, graphed and discussed.

2. CONTENT
2.1. The 2d graphene lattice structure

Graphene is a lattice layer of two-dimensional carbon atoms separated from graphite.
Graphene has a hexagonal structure like a honeycomb (Fig. 3). This special nano structure
has excellent properties such as good electrical conductivity due to high carrier mobility,
very mechanical and thermal stability. Therefore, each carbon atom is linked to the three
nearest carbon atoms by the bonds created by the overlap of s-p orbitals, corresponding to
the sp2 hybridization state.

The 2p, trajectory perpendicular to the graphene sheet will not participate in the
hybridization process but will overlap and form lién bonds, which are not localized, will
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form conductive regions m and create irregular electrical properties. graphene (Fig. 4 and
Fig. 5). Although graphene has a high symmetry in the structure, the hexagonal cell in
graphene was not chosen as the unit cell because the adjacent carbon atoms are not
equivalent. However, we can consider graphene lattice as a combination of sub-lattices
including carbon atoms at A and carbon at B, so the surrounding carbon atoms are
completely equivalent each in terms of structure and properties. The graphene lattice
structure can be described by the unit vectors of these subnets. The elemental vectors a,,4d,

are valued as [8]:

d, =>(3,V3); @ =3(3,V3); amin = 0,142 nm, with a is the lattice constant.

Fig. 3: Graphene crystal structure (hexagonal structure, also known as honeycomb
structure)

vung ¢

Fig. 4: Bonds of C atoms in graphene lattice and illustrate the regions o and the region «



TAP CHi KHOA HOC - S8 39/2020 | 23

2pz Ol‘bital sp'_‘ Orrbltal sz Orrbltal

C _~pand

C

band ¢

Fig. 5: 2D graphene lattice structure

2.2. The carrier current density and absorption coefficient of a weak electromagnetic
wave in 2d graphene

A high-frequency electromagnetic wave is applied to the system in the z direction with

electric field vector E = EosinQt with Eo and Q are the amplitude and the frequency of
the electromagnetic wave, respectively. Assume 2D graphene lattice is in the oxy plane in

the magnetic field B= (0,0,B), then the wave function and energy spectrum the electron
in graphene [7] have the following form (1) and (2):

sng(M)hyp -1 (x — X)

Fox(® Cn ( X 1)
nx(@) =—=exp|—i—-
. )
Vi B2 (x = X)
&n = Sphwg|n|Y/? 2)
where:
1 n=20 1 n>0
an{i n=o0 Stg() ESn={0 n=0 ; hy-1(x)
V2 -1 n<o0

= LeXp [— % G)Z] HInI(%) ;

V2 n|' vl
L - the linear dimension of the system; X - a center coordinate, Hn(t) — the Hermite
polynomial; | =(c/eB)'*, n=0,£1...; ho, = \/E)/“ is the effective magnetic energy.

Procced from the hamiltonian of the electron - optical phonon systein 2D Graphene in
the second quantization presentation can be written as [9] :
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where: A(t)- the vector potential of an external electromagnetic wave; n denotes the
quantization of the energy spectrum in the z direction (n =1, 2, 3, ...); K, q respectively are
wave vectors of electron, phonon, (n, K ), (M, k L + q,)are electron states before and after
b, b.
Q' g
are the creation and annihilation operators of electron,phonon, respectively, ¢ = (4., q,);
M, ,(q) is the matrix factor of electron in the formula

scattering, respectively, k. is i plane (x,y) wave vector of the electron. a;h, A

52 _ ! _ i
Mo @] = WDy (2pL2wg) " CACH s e~ [L{n(u)+

m+j)!

RN el L{n_l(u)l,

with: p is mass density of 2D Graphene, Dop is deformed potential of optical
phonon; LT*(w) is the associated Laguerre polynomial, u = £2q*/2, q* = q% + q3,m =
min(|n|, |n']),j = ||n| — |n’||.We calculated and received quantum dynamic equation for

electronics in the 2D graphene (5) and the nonlinear absorption coefficient (6) in 2D
graphene [7], written as follows:

(4)

- The carrier current density expression in 2D graphene:

L@ === AOn,g,®

nk,
z 2meh? 2 z eq, E,
in(€0t M, ., (G q —_—
+ Sln( ) m*l0 | nn (Q)| q_l.]k (m*.()z
=1 - k=—o0
nnrk,,q
eq E, eq,E, ®)
X i+t (m*_(22> + Jk-1 <m*!22 )l Nﬁ (nn,ﬁl - nm,lﬂ_ﬂ‘j) 5 (Sn/,ﬁlH? - enﬁl
+ ha, — kh!))

where: n . =f . is the time - independent component of the electron distribution

function; Nq is the time-independent component of the phonon distribution function; J(x)
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is the Dirac delta function; Jx (x) is the Bessel function [9] and the quantity ¢ is infinitesimal
and appears due to the assumption of an adiabatic interaction of the electromagnetic wave.
Note that, the motion of electrons is confined along the z direction in a 2D Graphene, so we

only consider the in plane (x, y) current density vector of electrons ji(t) .
- The nonlinear absorption coefficient of the electromagnetic wave in 2D graphene:
L, L hwo 22
= exp| — f. yC.C.
o aO |6Q3 |: p[ J:| n;N n,N (6)
X[Qm+j+n—2gswhmm+jy+gsmzm+j—nﬁ;@¥+r34

with:

a, = 2;ri'fie3D§pSoc_1L_2(;(ypa)o;m!*z)_1/2 ; (7)

Fn =,Y h(D rm(gh’ﬂ:gD )_Uh ; (8)

Jow = i M%m+0+ 2001 1 —exp) - me 9)
; - 2m' I Tnh*
nQ, (N+ )+ 210
L—

s=¢ —¢&,+hw,~nQ , (10)

where: Nis the equilibrium distribution function of the electron [10]' So IS UNit acreage

min(n,n"); j = |In| — [n'|[; y is the conductivity coefficient.
2.3. Numerical results and discussion

In [7], the nonlinear absorption coefficient a is calculated and plotted when considered
as a function depending on the parameters: temperature T, frequency of electromagnetic
wave Q , magnetic field intensity B. Below, we continue to calculate the number and plot
the dependence of the nonlinear absorption coefficient on the size of the 2D graphene sheet.
The parameters used in computational calculations are as follows:

p=17710"8g.cm™?; Do, = 1,4.10%eV.cm™; kg = 1,3807.107%3].K~%;
hw, =6

0
h =1,05459.1073%/.s; yoo, = 10,9; y = 6,46 eV.A.
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The graph in Fig.6 shows clearly the dependence of the nonlinear absorption coefficient
on the size of the Graphene sheet. When the graphene sheet has a longer length, the
absorption of electric waves in the graphene will be stronger. This dependency is the basis
for implementing standards for two-dimensional graphene fabrication technology. That
gives us more complete technology of making Graphene sheet to apply it in high-end, super
small, versatile and intelligent electronic components.

x 1018
2.5

-------- B=15T
B=20T

‘————B:mT

Fig. 6. The dependence of coefficient a (alpha) on graphene lattice thickness

The results obtained above are the basis for new research directions in theory and
experiment in 2D graphene. The physical problem could expand for electron- acoustic
phonon scattering, or the presence of electromagnetic waves have a strong variable
amplitude.

3. CONCLUSION

In this paper, on the basic of quantum kinetic equation, We obtained the analytic
expressions of current density and nonlinear absorption coefficient of a electromagnetic
wave in 2D graphene for the presence of an external magnetic field. The electromagnetic
wave is assumed high-frequency with weak amplitude. Results are numerically calculated,
graphed to clarify the dependence of absorption coefficient on the size of 2D graphene. In
[7], we have shown the magnetic resonance region. At each of the different values of the
magnetic field, the absorption coefficient reaches the maximum value with different
amplitudes of oscillation.
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Note that, because amplitude of electromagnetic wave is weak should have influence of
electromagnetic wave intensity on the absorption coefficient is negligible. So, in this paper
we used the quadratic approximation of the Bessel function to simplify the physic problem.

Graphene interacts with electric waves from the infrared to the ultraviolet region. We
know that silicon and other semiconductors also interact with electromagnetic waves but
only in the infrared region. Graphene induce with electromagnetic waves stretches from the
microwave zone (cm wavelength) to the ultraviolet region (nm wavelength). Therefore, the
intensity of graphene's interaction with electromagnetic waves is superior to the conducting
polymers and nanotubes. To date, no theory has ever been able to explain why photons can
affect organic materials that conduct electricity in a wide range of waves from centimeter to
nanometer [11]. Therefore, physicists and electronics engineers are still actively researching
and searching for useful applications of graphene in optoelectronics [12].

In particular, the intensity of the interaction of graphene is very strong with terahertz
waves (Terahertz waves are located between microwaves and infrared waves). Terahertz
waves can see through fabric, plastic but are absorbed by metals and inorganic compounds,
so this is the wave used to detect weapons, explosives hidden in people or in luggage. The
interaction of graphene in region of terahertz wave shows the potential of using graphene in
future anti-terrorist terahertz sensors.
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ANH HUONG CUA KiCH THUOC GRAPHENE LEN HE SO
HAP THU SONG PIEN TU YEU TRONG GRAPHENE HAI CHIEU

Tom tdt: Trén co so phwong trinh dong hoc lwong tir da nhdn dwoc biéu thic gidi tich cho
mdt dg dong dién va hé sé hap thu séng dién tir trong graphene hai chiéu (2D graphene)
Véi gia thiét tan xa electron - phonon quang la trgi. Si phu thugc cia hé so hdp thu vao
cac tham sé ddc trung cho triong ngoai va cac tham sé kich thuéc cua graphene 1a rat
phizc tap va phi tuyén. Cac két qua dueoc tinh toan va vé do thi da minh chimg tot cho cac
ket qua ly thuyét. Cac két qua duroc so sanh véi trong hop trong chat ban dan khai cho
thdy sir khac biét va tinh méi cua két qua.

Tir khoa: Hé sé hap thu, phwong trinh déng lwong tir, 2D Graphene.
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Abstract: A commercial 4000 mAh cylindrical 26650-type lithium-ion battery was
disassembled for the purpose of studying the electrode materials that defines the
electrochemical performance of the battery. The cathode material is found to be a mixture
of LiM20O4 and LiMO; oxides (M = Mn, Co, Ni, Al or its combinations) and the anode
material is dominated by graphite. The cathode materials composes of the homogeneous
particles with mean diameter of 1 to 3 um meanwhile the mean diameter of the graphite
particles is about 10 um. The first discharge capacity of the battery is 3820 mAh, which
accounted for approximately 95.5% of the nominated capacity. The discharge capacity is
gradually decreases during cycling. The average discharge voltage plateau is
approximately 3.7 V, which is identical with the rated working voltage battery.

Keywords: Lithium-ion battery, commercial battery, anode materials, cathode materials,
lithium compounds.
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1. INTRODUCTION

Lithium-ion batteries (LIBs) have attracted much attention in the past few decades. Due
to high energy density, reduced pollution, stable performance and long-life cycle, the
commercial lithium-ion batteries are widely used to supply power for electric vehicles (EVS),
electronic devices and battery energy storage (BES) for renewable energy [1]. Lithium-ion
batteries have been widely used in portable electronic products and transportation vehicles.
The lithium-ion battery has multiple sub-types such as the aqueous lithium-ion battery,
nickel manganese cobalt oxide battery, and lithium-ion phosphate battery [2].
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According to a research from Frost & Sullivan, the global lithium-ion battery market is
expected to be worth $22.5 billion in 2016. North America and China hold more than half
the global revenues for LiBs. The global lithium-ion market size was around $35 billion to
$40 billion as of 2018, and the demand will be incrementing at a positive Compound Annual
Growth Rate (CAGR) of 13% to 18% during the forecast period of 2019 to 2025 [2]. In
general, battery applications are predicted to have a turnover of $90 billion by 2025.
Investments of five companies such as Siemens, Total, Daimler, Dyson, AshiKasei, Catl,
Tesla/Panasonic are over 13.7 billion USD that have been spent or planned in 2016 and 2017.
In there, Contemporary Amperex Technology Co Ltd. (CATL) accounted for $2.9 billion
[3]. There are many lithium ion battery manufacturers in China. Those factories are separated
in two kinds. One is the packaging factory which buys the battery cell and assembles the
battery packs including mobile battery, laptop battery, storage battery, RC battery. Some of
these kinds are Desay Battery Technology, Sunwoda Electronic, Eve Energy manufactures
that do battery packaging for Huawei Technologies and Apple Inc.

According to a study of Jeff Desjiardins [4], global lithium-ion battery production
capacity will increase by 521% between 2016 and 2020. The capacity in 2016 was 28 GWh,
and it will reach 174 GWh in 2020. By 2020, mass production of lithium batteries will still
be dominated by 4 countries including USA, Poland, Korea and China. The lithium-ion
battery capacity of China will rise to 62% (108 GWh) by 2020.

Although lithium batteries were commercialized in 1991 by Sony [5,6], scientists have
been constantly researching to improve the performance of batteries and reduce the product’s
costs. The studies were mainly focused on the materials used to fabricate the cathodes,
anodes and electrolytes of the batteries. In addition, numerous investigations have been paid
on the overcharge/over-discharge failure [1], cycle aging at different temperatures [7],
potential dependence of gas evolution in 18650 cylindrical cells [8], the impedance
characteristics at various conditions [9], working at very high temperature for capacity fading
and understanding of aging mechanisms [10], analyzing the rechargeable LiBs after
prolonged cycling [11], interfacing investigations of a commercial lithium ion battery
graphite anode material [12], etc. In this work, a commercial lithium-ion battery was
investigated.

2. CONTENT
2.1. Materials and Methods

A 26650 cylindrical Li-ion battery was dismantled in a box filled with argon to separate
the cathode tape and anode tape. The anode and cathode materials were easily collected from
the electrode tapes. The crystal structure of the electrode materials was identified by X-ray
diffraction (XRD, D8 Advance Bruker, Cu Ka radiation, A = 1.5406 A). The XRD data were
collected in the diffraction angle range (20) between 10° and 70°. The morphologies of the
materials were observed using scanning electron microscopy (SEM, Jeol 6490 JED 2300,
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Japan). The charge/discharge measurements were taken using an Auto-Lab Potentiostat
PGS-30. All cells were cycled between 3.0 - 4.25 V at current density of 0.2 C.

2.2. Results and Discussion

A conventional LiB usually consists of two electrodes (a negative and a positive
electrode), an electrolyte, and a porous polymer separator. The positive electrode was made
of a transition metal oxide or a phosphate, while the negative was made of graphite. The
electrolyte most often composed of an organic solvent containing a lithium salt. The porous
polymer separator separated the two electrodes and prevents them from short circuit. The
electrolyte easily penetrates into the porous polymer separator. During charging, the
electrons are made to be released at the cathode and move externally to the anode. At the
same time, the lithium ions move in the same direction, but internally, from cathode to anode
via the electrolyte. When the battery is discharged, electrons travel from anode to the cathode
through the external load. Concurrently, lithium ions travel from anode to the cathode in the
electrolyte.

In order to study on the cathode and anode materials, it is necessary to disassemble the
battery and analyze the relevant battery components. The cutting positions are about 2 mm
near the positive or negative connector. The procedure of the disassemble process is
illustrated in Fig. 1.

S pr P Cathode tape
. : eparation o Anode tape
‘Batter} opening ‘ > comgoments = Separator“)

\ 4
Physico-chemical @ Washing and
analysis Drying

Fig.1. Chart for disassembling of the Li-ion battery.
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Fig. 2. XRD pattern of the anode of the battery
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The XRD pattern of the anode material is shown in Fig. 2. Looking at the pattern, one can
see that graphite dominated the field of anode materials of the battery. This phenomenon is
due to graphite’s competent capability of insertion and extraction of Li-ions. The diffraction
peaks at the 20 values of approximately 26.59° 43.58¢, 54.80- correspond to the (111), (010),
(222) planes, respectively (JCPDS card No. 75-2078). One diffraction peak presented at the
20 value of 50.70" is attributed to the MnNis phase according to JCPDS card No. 71-9645. The
MnNisz phase possibly formed due to the dissolve of Mn and Ni from the cathode material into
the electrolyte then deposited onto the anode surface.
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Fig. 3. (a) XRD pattern of the materials on cathode of the battery; (b) XRD pattern of
the materials in compare with JCPDS 35-0782 and JCPDS 50-0653.
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Fig. 4. (a) The first to the fourth charge cycle profiles and (b) discharge cycle profiles.
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Figure 3a shows the XRD pattern of the materials on the battery cathode. To recognize
what are the structures of the materials, the XRD pattern of the materials is put in the same
graph with two JCPDS 35-0782 (LiMn204) and JCPDS 50-0653 (LiC00Oy) cards in Fig. 3b.

The results show that the cathode compounds have two structures, one is the spinel
structure which is identical with the structure of the LiMn2O4 oxide and another one is P2
layer structure which is the same with the structure of the LiCoO2 oxide.

Figure 4a and Fig. 4b show the battery voltage versus capacity during the charging and
discharging processes at current density of 0.2 C between 3.0 - 4.25 V. The charge curves
are similar and almost overlap which means the Li* ions can insert into the electrode
materials reversibly (Fig. 4a). The discharge curves have the same shape which means the
Li* can extract from the electrode reversibly (Fig. 4b). The average charge voltage plateau
and discharge plateau are appropriate 4.0 V and 3.7 V, respectively. The difference between
charge voltage plateau and discharge voltage plateau is about 0.25 V suggested that the de-
lithiation and the lithiation processes have a slightly polarization.

The charge capacities, discharge capacities and the corresponding coulomb efficiencies,
which are the ratios of discharge capacities and charge capacities, of the first to the fourth
cycles are listed in Table 1. It can be seen that the discharge capacities are gradually
decreased and the Coulombic efficiencies are over 90%. The decrease of the discharge
capacity is assigned to the formation of the solid-electrolyte interface layer during the initial
lithiation, which forms a barrier to the flow of lithium ions through the electrode [13]. This
reduces the access to the active material.

Table 1. The charge and discharge capacities and coulomb efficiencies of the first
to the fourth cycles

Charge capacit Discharge capacit Coulomb efficienc
Cycle number ?mAhF)) y (rgAh)p y %) y
1 3863 3820 98.89
2 3809 3796 99.65
3 3911 3542 90.57
4 3778 3523 93.25
Table 2. Chemical components (wt%b) of the anode at different zones

Zone 1 2 3

C 77.04 75.44 76.49

@) 17.64 17.93 17.68

F 3.87 4.75 4.49

Si 0.17

P 1.09 1.47 1.2

S 0.15 0.07 0.04

Ca 0.03

Fe 0.21 0.18 0.07
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Fig. 5. (a, b, ¢) SEM images of anode of the battery; (d, e, f) EDS analysis result at 3 zones
for anode of the battery

Figure 5a, 5b, 5¢ show the SEM images of the material that the anode of the battery is
made of at different magnifications. Figure 5d, 5e, 5f show EDS analysis result at different
zones of the anode. Table 1 reports the chemical analysis of the anode of the battery. As can
be seen from Table 2, no other elements were detected in amount much higher than 1% but
C, O, F. They are the main components in the anode in all three zones (C, O, F about 77%,
17%, 4%, respectively). Fe, P, S are presented in the anode with a very small in proportion.
Especially, no Si and Ca were detected in zone 1, 3 and zone 1, 2, respectively.
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Fig. 6. (a, b, ¢) SEM images of the cathode; (d, e, f) EDS analysis result at 3 zones
of the cathode.

Figure 6a, 6b, 6¢ show the SEM images of the material on the anode of the battery at
different magnifications. Figure 6d, 6e, 6f show EDS analysis results at different zones of
the cathode. Chemical analyses of the materials on the cathode are summarized in Table 3.

Table 3. Chemical components (wt%) of the cathode at different zones

Zone 1 2 3
C 22.96 22.71 24.67
0] 24.27 24,51 23.35
Al 0.14 0.22 0.23

Mn 34.72 37.89 32.21
Co 5.12 4.28 5.6

Ni 12.78 10.41 13.94
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Total 100 100 100

As can be seen from Table 3, Al element was detected in amount much smaller than 1%.
The Mn, Co, Ni - transition metals present at about 34%, 5% and 12%, respectively,
suggesting the presence of several lithium compounds that contain transition metal oxides
(Mn, Co, Ni).

3. CONCLUSION

A commercial lithium-ion battery was disassembled to investigate. The characterization
has been carried out by analysis means using EDS, XRD and SEM after having dismantled
the battery into the single components. The results show that the anode is dominantly made
of graphite while the cathode is made of LiM204 and LiMO. oxides (M = Mn, Ni, Co, Al or
its combinations). The charge and discharge profiles at current density of 0.2 C (800 mA),
between 3.0 - 4.25 V show that the battery has the first discharge capacity of 3820 mAh and
the capacity is gradually decreased during cycling. The average working voltage is about 3.7
V which is well consisted with the rated voltage released by the provided company.
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KHAO SAT CAC PAC TRUNG PIEN HOA CUA
PIN LITI-ION THUONG MAI DANG TRU

Tém tdt: Pin liti-ion thwong mai dang tru, kiéu ding 26650, c6 dung lirong danh dinh
4000 mAh da dwoc thao dé phuc vu nghién cizu cdu trdc va thanh phan cdu tao cua vt
liéu dién cyc. Cac phép phan tich nhiéu xa tia X (X-ray), hién vi dién tir quét (SEM), pho
tan xa nang lwong tia X (EDX) cho thdy vat liéu dirong cuc 1a hén hop cua cac oxit
LiMn204 va LiIMO;, (M = Mn, Co, Ni), vdt liégu am cuc la graphit. Vdt liéu duong cuc duoc
cdu tgo tir Cac hat éxit tiwong doi dong déu véi dwong kinh trung binh trong khodng tir 1-
3 um, vadt lieu am cuc la cac hat graphit vai dirong kinh trung binh khoang 10 um. Dung
lirong Xd cua pin ¢ chu Ky dau tién la 3820 mAh (twong 1mg khOang 95,5% dung luong
danh dinh). Dung lirong pin giam dan trong cac chu ki phong, nap tiép theo. Hiéu dién thé
hoat dgng trung binh cua qua trinh phong 1a 3.7 V, gia tri nay tiong dong véi hiéu dién
thé hoat dong danh dinh cua pin.

Tir khoéa: Pin liti-ion, pin thwong mai, vat liéu &m cuec, vat liéu dwong cuc, hop chat liti.
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Abstact: Description and understanding of electronic structures and magnetic properties of
gadolinium Gd have been challenging. Especially, its magnetic phase stability of gadolinium
has been in debate for a long time. In this report, the precise all-electron full-potential
linearized augmented plane wave (FLAPW) method is introduced to study properties of Gd.
Due to strongly localized f-states, the calculation may lead to weird results depending on
defined parameters. The calculations including both 4f-core and 4f-band models are
performed. The analysis of the electronic structure and magnetic phase stability are shown
and discussed. All the results are good agreement with available experiments and previous
theoretical reports.
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1. INTRODUCTION

In modern material science, the economy-efficient approach to explore is using the
density functional theory [1] proposed by Honhenberg, Kohn and Sham. The core of the
theory is Kohn — Sham equation (in atomic unit) [2],

=24v+ [ £20 + wlo} v = e o
N

p() = > nibili) @
i=1

is electron density, n the occupation number, vxc[p]=0Exc[p]/dp the exchange-corelation
potential, and v the external potential. One can solve this equation self-consistenly [3]. The
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seft-consistently converged solution obtained gives us information of the ground states, e.g.
eigenvalues &;, total energy, forces, and etc. [3] Nevertheless, this task is very demanding
and the method to solve is still being developed in different ways, e.g. to deal with exchange
correlation potential [4-6] and to develop numerical methods. Practically, when working on
a magnetic system, many local minima may occur basically which infer multi-solutions.
Some of the solutions are therefore unphysical meaning. Especially, in the case of strongly
localized system such as Gd bulk (the well-known rare earth materials), the calculations may
contain gosh states which originate from the strongly localized f states. As in general, the
electron-nuclear interaction is given by the bare Cloulomb interaction whereas exchange
correlation is very tough to describe. The strongly localized f states affect drastically in both
of them. There are two classes of electrons: valence electrons (participate actively in
chemical bonding), and core electrons (tightly bound to the nuclei, do not participate in
bonding and to be treated as frozen orbitals). There is a third class of electrons called semi-
core electrons. The f electrons usually are in this class. Its wave functions polarizes. There
are two way to treat the problam: pseudopotential methods and all-electron methods. The
precise all-electron full-potential linearized augmented plane wave (FLAPW) method is one
of the most precise all electron method [3-5]. In this report we will present some matrix
elements within FLAPW method. The exchange correlation potential will be treated by using
local density approximation (LDA) [7]. The numerical results will be shown and discussed.

2. CONTENT
2.1. Hamiltonian matrix in FLAPW method
To solve Kohn-Sham equation, orbitals y are written as a linear combination of a
complete basis set, i.e.
M
Y, (7) = Z Cia®a (™). (M is dimension of the basis orbitals) 3)
a
For the specific basis set ¢, in FLAPW, it is chosen by deviding space into interstitial

and muffin-tin regions (here we are interested in 3D bulk calculations, if 2D oe 1D needed
vacuum should be included) [3]

(1

— ) cei®+6)7 in the interstitial region : |7 — R| > 7,
¢ m € 1nterstitial region . mt

G

: . @
S [a P et ) + 5P EEE] in)
Lm

\ in the a tomic region muffin-tin p: |7 — R | < 7ot
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In the muffin-tin region, these two radial wave functions are (i) the solutions of the radial
Schrodinger equation, uy, solved at a fixed energy, Ei; (atom unit)

< a2 I(l+1)

dr? r2

w () +V(r) - E1> ru(r) =0, (5)

and (ii) their derivatives U,. Yim are spherical harmonics and the coefficients aim and bim

are determined by the requirement that the plane waves and their radial derivatives are
continuous at the muffin-tin boundary. For the potential, there is no shape approximation
assumed [3,8]

( .
! Z _Vfe'r interstitial
é

ILZ Vi ()Y (7,) muffin-tin
Ilm

, (6)

Accordingly, hamiltonian and overlap matrices consist of two contributions from the
two regions where space is divided, i.e. H=Hi+Hwmt and S=Si+Swmt in which | stands for
“Interstitial” and MT “muffin-tin”

Contribution of muffin-tins. Let denote the quantum states as follow: Im = L; w;Yy,, —
¢.. The contribution of muffin-tin to the Hamiltonian and overlap matrices are is given by
inserting Egs. (3,4) into Egs. (2) and (1) to obtain

HEE (k) = dr z <af,5(E)<pg, () +
Lr

b Jurn 0

+bHE (E)«')z,(f)) Hyra Z (af (K)pE@) + b (E)qazf(f’)),
L

SE6(k) = dr Z (af?(ﬁ)ﬁ‘,(?) +
Lt

wJpmTH (8)
+bi‘?(ﬁ)¢z,(f)) Z <a2‘5 (K)o () + bfg(ﬁ)¢z‘(f>),
L

These contain the following type of matrix elements
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)= | dFor®) Humeof @) ©

H can be splited into two parts, the spherical Hsp and the nonspherical contributions V,,
le.

Hyra = HS, + V% (10)

Note that ¢*,4” can be chosen to diagonalize Hsp
Hsp(pL - El (plo,(! (11)
Hyor = Ey of + o (12)

Taking inner product with {p{*|, (@ | respectively gives

(pf | H 0 mra = Ey S1/mmi, (Pl mre = 1w bmms, (13)

(‘PLI|Hsp(PL Ymure =0, (@L oD dyre =0, (14)

(‘PLrlepQOL Ymre = 811 6mmi, (QDLrl pQDL Lmre = (§01€CI|E1 Or + QL )ura = (15)
816 mm

(‘PLrlepQOL Yure = Ep 8 Smm (0 [0 Yy, (PL|OL Iura = (16)

Slllsmml(u? |u?)MT“-

It is noted that the potential is also expanded by using spherical harmonics, i.e.
ve@ = Y VEDY@. )
Thus, hamiltonian matrix is obtained
Hi (F) =
(@) egoat) + (o1 ®) agiovis(i) +

- § § (a0 exgent) + >
m L

(570 axtea (i

Where
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“‘P‘P _ auu ~mrmm"
L leru G+ 6 OmmiEr

Glrlr#nm" :f Yl:nYlllel"m"d'Ql (19)

Iy = f uft (ruf (r)VE(r)ridr

Similarly, the overlap matrix is

SHE() = ZZ[ (at®) (R .

( “G’(k)> pHG (k)l (Ui laf Y e

The interstitial contribution. Using basis function (4) for the interstitial region, the
hamiltonian matrix is derived by noting that the kinetic energy is diagonal in momentum
space and the potential is local, diagonal in real space and of convolution form in
momentum space,

Gm@) ——ﬂG+kF%m+VU? G)S“' Sz (21)

The muffin-tin a- and b-coefficients are determined by expanding planewave into
spherical harmonics using Rayleigh expansion, i.e.

eiKT = 4nz i, ()Y (K)Y, (), (22)

where 7= |?; K=G +k; K =|K|. The requirement of continuity of the wave
functions at the muffin-tin boundary leads the coefficients aand b [9]
R N il .
agc(k) = elKT#%YL*(R#K)[ul(RMT“)Kj’l (RyreK) — (23)
@ (Rur@)Kjy (RyraK)],
G (T iKTh 4 it (DU ! . 24
bfa(k) = elKT”%YL (R”K)[u 1(Ryra)Kj; (RyreK) — (24)
w (Ryra)Kj" (RMT“K)],

With
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W= (RMT“)u,l(RMT“) —UY (RMT“)u,l(RMT“)-

(25)

The density therefore can be obtained by tanking inner product from Eq. (2)

2.2. Numerical results

In numberical calculation for Gd pristine crystal, we used hexagonal structure with
lattice constants a =6.89 au and ¢=10.92 au. The star-function cut-off, Gmax, is 11.5. The
plane-wave cut off Kmax is 3.8. The spin polarization has been included. For the k-point
mesh, we use 17x17x9 Monkhorst-Pack grids. The initial spin polarization is provided by
starting magnetic moments of 7.0ug and 7.0us. At first, Gd-4f states are treated as core. In
this model so-called 4f-core model, we vary the lattice constants a and ¢ and calculate the
corresponding total energies. The results are presented in FIG. 1. This calculation shows the
equilibrium lattice constants, i.e. a =6.79 au and ¢ = 10.80 au.

(a)

11.4

11.2

c(au)

10.8

10.6

10.4

10|

66 68 72
a(au)

Fig. 1. (a) Crystal structure of Gd and (b) its energy mesh. The minimum value infers the
equilibirum lattice constants.

Table 1. Equilibrium lattice constants and total magnetic moments within
LDA calculation in 4f-core model together with experimental result.

a(au) por(UB)
LDA 6.79 c(au) cla 7.81
Experiment 6.88 10.92 1.59 7.63
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Fig. 2. Band structure calculation and Density of states within LDA calculation
and 4f-core model

As can be seen, in the 4f-core model, calculation using LDA gives slightly
underestimated equiriblium lattice constants as it does [6,10]. The results still are very well
consistent with experiments and theoretical reports earlier [11]. The magnetic moment has
been reported to be 7.41ug whereas our result shows 7.81ug and the experiment result is
7.63ug. Our calculated result is only 2.4% larger than the experimental value.

10 T T - 7 v Y 10.0

m

E;

Energy (eV)

Energy (eV)
Energy (eV)

L

B

100 11 1 I 100
r K M r A L H A r K M I A L H A r K M r A L H A

Kmax=3.5 Kmax=3.2 Kmax=3.8

Fig. 3. Band structure of Gd in 4f-band model with different Kmax values.
Ghost states result in weird band structures.

To continue, we examine the band structure of Gd. The results are presented in FIG. 2.
As can be seen, 4f bands are disappeared from the valence band structure. It is well agreed
with results reported of Ph Kurz et al. using all-electron FLAPW-FLEUR package [11].
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In 4f-band model in which 4f electrons is treated as valence electrons, by using the
experimental lattice constants, we found that some gosh states occur. These lead to weird
results as shown in FIG. 3. These unrelevant results stem from chosing unappropriate
parameters such as Kmax values and the gosh states appears during self-consistently solving.

Therefore, the parameters invoked must be opted to be very careful. After a number of
tests, here we present the calculations with Gmax= 11.5, Kmax=3.8. We obtained relevant
results, as presented in FIG. 4 for LDA calculation

6 i

“~—1xTDOS

(E-E¢)(eV)

DOS(states/eV)
Fig. 4. Band structure calculation and DOS within LDA calculation and 4f-band model

As can be seen, within LDA calculation, Gd-4f states localize strongly at around -4.5
eV from the Fermi energy for majority spin and right beside the Fermi energy for the
minority spin. The latter alters the band near the Fermi energy thereby the chemical bonding
and the phase stability of Gd crystal. To take into account the effect of on-site interactions
from f bands, Hubbard U correction is adapted, i.e. LDA+U calculation with the correlation
energies of Ug = 5.0eV; Jg = 1.0eV and Us= 7.7eV; Jg = 0.7eV [11-17]. The calculated
electronic band structure is presented in FIG. 5. As shown, the on-site interaction with U and
J corrections pushes majority and minority spins away. The majority spin locates at ~ -10.3
eV (deep) below Fermi energy. This explains why 4f-core model works for some cases, €.g.
band structure as presented above, and 4f electrons play as semi-core electrons. The minority
spin is at ~1.8eV above Fermi energy. The calculated results are excellent agreement with
previous publications [11-14,18,19]. Note that all the calculations have been done by
assuming that FM phase is stable. Next step, we will demonstrate that FM ordering is indeed
stable.
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Fig. 5. Band structure calculation and DOS within LDA+U calculation and 4f-
band model

Table 2. Total energy (TE, in hatree) and energy differences, dE (in meV),
between two phases FM and AFM

Approximation TE, AFM phase TE, FM phase _dE(meV)
=Erm-Enrm
Calculation 1 LDA -22545.5176615281 | -22545.5173656716 8.1
LDA+U -22545.3641565677 | -22545.3677646254 -98.2
Calculation 2 LDA -22545.5176887987 | -22545.5173456476 9.3
LDA+U -22545.3639499519 | -22545.3678762767 -106.8

In order to do this, we carefully consider two sets of calculations. In calculation 1, lattice
constants are taken from Shick et al. [13] and we let x-axis be along [110] direction. Numer
of states are 90 of which the highest state is about 54 eV above Er. In calculation 2, lattice
constants are taken from Kurz et al. [11] and x-axis is along [010] direction. The number of
states are 40 of which the highest state is about 19 eV above Er. Basically, these two results
of calculations should not be much different. For each calculation, we align magnetic
moments to be parallel each other for FM and antiparallel for AFM and fix them during the
self-consistent process to search for the minimum energy within both LDA and LDA+U
calculations. The total energies are obtained by solving Eq. (1). We tabulate the results in
Table IlI. Indeed, there are not much different between the two results of calculations.
Accordingly, the calculated results show that in LDA calculation, the AFM is more stable
with 8~9 meV lower than those of FM. Hower, in LDA+U calculation, the FM phase is more
stable with 98~107meV lower than those of AFM. Our results are well agreement with
results of Harmon el al. [20] in which LMTO+ASA calculation had been performed. And
they found that within LDA calculation the energy difference is 8.2meV/atoms with AFM
stable. In LDA+U calculation, the difference is -56.4meV/atom with FM stable. Shick et
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al. [13] also found that FM is stable with energy different of about 63 meV (even this number
is not clearly indicated for specific configurations in the paper) using LDA+U calculation
within all-electron method. Kurz et al. [11] by using FLAPW-FLUER packages also
demonstrated that the AFM phase is more stable over FM with -69meV in LDA calculation
whereas the FM becomes more stable with energy difference of 34meV in the LDA+U
calculation. By using the self-consistent semi-relativistic TB-LMTO-ASA method, Jenkins
et al. [21] also argued that AFM is stable within LDA calculation with energy difference of
9.2 meV per atom. In another work, they used FP-LMTO method to prove both LDA and
GGA giving AFM stable whereas in LMTO-ASA method, LDA gives AFM stable and GGA
gives FM stable, with the energy difference of about 6mRy [22]. Petersen et al. [23] also
used pseudo-potential method implemented by VASP package to testify that the orbital
moment is very small and in GGA-PBE scheme, the energy different is AE=-7meV/atom
with AFM stable whereas in GGA+U, calculated energy diference is 69 meV/atoms with
FM stable. Our calculated results are excellent agreement with all these publications. And
also 4f bands should be treated as valence bands with the Hubbard correction included, i.e.
+U implementation [13].

3. CONCLUSION

FLAPW method is a very precise computational method to solve the modern material
problems. It can well describe any system without shape approximation within atomic
muffin-tin area, especially for dealing with the system with core structure, e.g. polarized
wave functions. The use of input parameters should be very careful to obtain relevant results
in the f compounds. The calculations applied for Gd show that Gd-4f can be treated either
core, semi-core or valence states in some particular cases. The LDA scheme gives
underestimated equilibrium lattice constants. Beyond this, it predicts excited f states to
localize strongly near Fermi enery thereby the valence band close to Fermi level. Moreover,
LDA calculation leads to AFM stable over FM phase whereas in LDA+U calculation, FM
phase is more stable. This is reason giving rise to LDA+U implemented throughout the study
and it should be invoked in studies of f-electron compounds. All the results from LDA and
LDA+U calculations are well consistent with previous publications, especially for the proof
of magnetic phase stability.
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PHUONG PHAP FLAPW VA UNG DUNG NGHIEN CUU
TINH THE Gd: CAU TRUC BPIEN TU VA TINH BEN VUNG
CUA CAC PHA TU FM VA AFM

Tom tdt: M6 td va hiéu biét vé cau triic dién tir va thugc tinh te tinh ciza gadolinium 1a mét
vén dé day thir thach. Dac biét, cau tric tir ben viing nhat cia Gd da gdy nhiéu tranh lugn
trong mot thoi gian dai. Trong bdo cdo nay, phuong phap thé toan phan séng phang gia
ting droe gidi thiéu dé nghién cuzu cac tinh chdt cia Gd. Do céac trang thai f dinh xu rat
manh, phép tinh c6 thé cho két qua rat lg lung phy thugc vao tham sé dinh nghia khac
nhau. Viéc tinh todn bao gom céc mé hinh 4f-core va 4f-band diroc thuc hién. Phan tich
Cau triic dién tir va dé én dinh pha tir dweoc trinh bay va thao lugn. Tat ca céc két qua la
phU hop tuyét voi véi céc két qud thuc nghiém va béo céo Iy thuyér truede doé.

Tir khod: Cau trac Gd bén viing, cau tric, mé hinh f-18i, mé hinh f-band, mé hinh f hoa
tri, phwong phap FLAPW.
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HIGH ENERGY SCAITERING AMPLITUDE IN THE
LINEARIZED GRAVITATIONAL THEORY
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Abstract: The asymptotic behavior of the elastic scattering amplitude by the
exchange of graviton between two scalar particles at high energies and fixed
momentum transfers is reconsidered in the Logunov-Tavkhelidze equation in the
linearized gravitational theory. The corrections to the eikonal approximation in the
guasi-potential approach of relative order 1/p is developed with the principal
contributions at high energy. The eikonal expression of scattering amplitude and
the formal first correction are derived. The Yukawa potential is applied to discuss
the results.
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1. INTRODUCTION

The eikonal approximation (which is also called straight-line path approximation) is an
effective method of calculating the scattering amplitude at high energies and is studied by
many authors in quantum field theory [1-4], and in quantum gravity theory recently [5-13].
However, in different approaches, only the main term of amplitude was considered, while
the first correction does not have an explicit solution. Researches [9,10] in which the path-
integral method with a modified perturbation theory and Logunov-Tavkhelidze quasi-
potential are used to give the analytic expression of the first correction. Thus, the advantage
of the quasi-potential approach is affirmed and need to be studied more deeply.

The aim of this paper is to make a more detailed investigation of the quasi-potential
approach by solving the quasi-potential equation [9-10] to find the eikonal scattering
amplitude and the first correction at high energies and minor momentum transfers.

The paper is organized as follows. In section 2.1, an eikonal approximation for the
scattering amplitude and the first correction are derived by using a quasi-potential approach
in the coordinate representation. This result is applied to the Yukawa potential in section 2.2.
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The last section, we draw our conclusion.

2. CONTENT
2.1. Correction terms of scattering amplitude

First, we will derive homogenous equation for one-time wave function of an interactive
two scalar particle system. To do this, we start from 4-time Green function G, (X, y; x",y")
which must be satisfied the Bethe-Salpeter equation [14], and can be written down in a
symbolic form [14,15].
G =aG’+ a G°KG, a=(2m)* (1)
where GCis the Green function of free particles, and the kernel K can be found by the
perturbative method.

Solving (1) by using the reduction technique with a relation between the 2-time Green

function G ,,and 4-time Green functionG,,,, following the procedure of ref. [16], we have an
explicit equation for the 2-time Green function in momentum representation.

F(p'*E2)G',p.E) — [ dq®*V(p',q,E)G(q,p.E) = 5(p — p") )

where F, ,(p% E?) = (p? + mZ, — E?) /pz +mZ,, and V(p',q,E) is a potential
matrix.
From (2) and the relation G, (t, X, ) = 3, on(t; X,3) @5 (t; X, ) between the 1-time

wave function and the 2-time Green function, the homogenous equation of 1-time wave
function will be

VI(p—-4— ) ElP@G)
Jm? + g2
Considering Eq. (3) in the coordinate representation with a purely imaginary local quasi-
potential V(7; E) = ipEv(#)in which v(#)is a smooth positive function and p = |p|. At
high energies and small scattering angles, wave function 1,,(¥) can be written in the
formy, () = eP?E,(7), FP(F)|Z+oo = 1. By the way of expanding terms in inverse

powers of momentum, and keeping only terms of the order 1/p takes the form, the solution
of Eq. (3) will be [ 18,19]

@ - E*+m* )Y@ =[dq— (3)

9 z 1 z
Fy(7) = exp [—%— [ v, a7 =5 | 1007 d] (4

where
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790, 2)= 7Y (p,2)-0(2)y(p), j 2P (p,2)dz'= _[ 79(p, 7)) dz'+20(2)y(p)
2 =v(r), 7% ==3[ay () -v(r) =i, (F.V) |, 0, (F, ) == V2 x(p.2) d2‘+[IVuc(p,Z') dZ'] :

The scattering amplitude is related to the wave function as follows

T(4% E) = o dr " V(ET) (), 5)

where, 42 = (p — k)? = 4% + 42 = —t and4 —ﬁ+0(i)
1 - p - 1 z = z 2p pz '
Substituting (4) into (5) and integrating by part, we obtain

T(4%E) = TO % E) + 5T (L% E) ... 6)

where the eikonal approximation for the amplitude is

1
(2m)*

T (4% E) = —2ipE [ d?peirar (e ooz 1y, (7)

and the first correction in this approximation
TW (4% E)

1
(2m)?

[ee] [ee]

{f dzpeipme_f-oo”(p'zl)dZIB fvz(p,z)dz fdzzv(p,v)

— 00

= 2ipE

B j d*pdz eipAlAie_f—Zoo”(p’z’) dz! (")
+ [ d?p etPis f dzn,(p,v) (e—ffoov(p,z') dzr _ o[ o v(p2n) dz')}_

—00

Using method of integration by part [9] and quasi-potential approach in the momentum
representation [10] these results (7), (8) can also be found.

Now, let us consider the case where momentum transfers t = 0 and the quasi-potential
has the Gaussian form V(E; 4?) = isge®, t = —A%*which the corresponding form in the
coordinate representation is

V(E;7) = isgJm/ae /4. (9)

Sincet = A7 + A2= 0, it followsA, = 0. Substituting (9) into (8), and noticing that on
the mass shellp? = E? —m? = p « E « +/s, the first correction term will be
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. 9 _p2 i , 2
TM (A2 =0 F) « 3is d?pe=P"/2a02iX0 4 g d2pe=P°/*a(1 —
( ) gn\/&r—af p 9gzg) 4P (1-)
o , , w (10
X fdz J.V(Z')dz' (exp 2iy fV(z’) dZ’] —exp | 2iy fV(z') dz']), )
Where 2iy = —4mge P°/% V(z) = \/%Tae‘zz/“a.

The similar result Eqg. (10) is also found by the Born approximation in momentum
representation [7].

2.2. Asymptotic behavior of the scattering amplitude at high energies

In the previous section, the general form of the scattering amplitude of two scalar
particles is found in the potential V (#; E).

Now, let us consider a particular example in which the graviton exchange® [9] the quasi-
potential increases with energy V(r,s) = (k?se ™" /2mr) . Substituting this Yukawa

potential into (7), (8) and noticing that at high energies, p < E o +/s, we find the leading
term of the scattering amplitude

T2 py o 225 (L < g < 11
( ’ )oc(zn)4<#2_t_2(2n)2 1(t)+3(27'[)5 Z(t)> ( )

and the first correction term

TD(A2-E —LK@ F.(t _2_K3F t (12)
( 4 )_(27_[)6 1() (271_)3 2()
Where
1 1—1-4u2/t
4u?  |1+4/1—4up?/t
Ni-—

! The model of interaction of a scalar “nucleons” with a gravitational field in the linear approximation to
huv(x) L(x) = Lo,(p (x) + Lo.grav (%) + Lint (x) where

Lo () = 2[040(0)8,0 () = 292 (O]; Line(x) = —ShH ()T, ()

T (%) = 8,0 (x)8,¢(x) — %nw[a’%p(x)aﬂgo(x) —m?p?(x)]; and T, (x) is the energy momentum
tensor of the scalar field. The coupling constant x is related to the Newton constant of gravitation G byx? =
32nG = 32ml3,. lp, = 1,6.10733¢cm is the Planck length.
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1

1
Fa(t) = j VTG -D"

0

2

14
y(ty + u* —t) (14)

These results (11), (12) have similar forms in [9]. Moreover, from these equations
we see that the first correction term of the eikonal expression of the scattering amplitude at
high energies and fixed momentum transfers increases rapidly in the linearized gravitational
theory. Comparison of these above potentials has made it possible to draw the following

conclusions: in the model with the scalar exchange, the total cross section o, decreases as
(/s), and only the Born term predominates in the entire eikonal equation; the vector model

leads to a total cross section o, approaching a constant value as s — oo, (t/s) — 0. In both

cases, the eikonal phases are purely real and consequently the influence of inelastic scattering
is disregarded in this approximation, o™ = 0. In the case of graviton exchange the Froissart
limit is violated. A similar result is also obtained in Ref. [20] with the eikonal series for
reggeized graviton exchange.

3. CONCLUSION

The asymptotic behavior of the scattering amplitude at high energies and fixed
momentum transfers has been studied within a quasi-potential approach in the coordinate
representation in the linearized gravitational theory. The obtained results of eikonal
expression of the scattering amplitude and the corresponding first correction term coincide
with the results found by other authors [9-10]. The Yukawa potential has been used to
concretize the results.
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BIEN PO TAN XA NANG LUQNG CAO TRONG
LY THUYET HAP DAN TUYEN TINH

TOm tit: Ddng diéu tiém cdn cia bién dg tan xa dan hoi bang cdch trao déi graviton
giza hai hat vé huéng & viimg ndng lirong cao va xung lirong truyén cé dinh duwoc
nghién citu lai qua phwong trinh chudn thé Logunov-Tavkhelidze trong ly thuyét
hap dan tuyén tinh. Cac bé chinh doi véi gan diing eikonal, bang cach tiép cdn khai
trién gan diing theo lity thira cia bac 1/ p duoc phét trién, cing véi cdc déng gop
chinh ¢ viing ndng lirong cao. Biéu thirc eikonal ciia bién do tan xa va bé chinh dau
tién chinh thite da thu dwoc. Thé Yukawa dwoc 8p dung dé thao ludn két qud.

Tir khoa: Ly thuyét truong, bién do tan xa, gan diing eikonal.
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SYNTHESIS, STRUCTURE OF SOME o, 3 - UNSATURATED
KETONES FROM ACETONE AND ALDEHYDES
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Abstract: Diverse biological activities of a, - unsaturated ketones such as antibacterial,
anti-fungal, weed and insecticide killer, anti-cancer of liver, lung.. have been mentioned
in many studies. Otherwise, a,f-unsaturated ketones are derivatives that play a very
important role in the synthesis of heterocyclic compounds with very plentiful activity.
There have been a number of studies synthesizing [1,2,3,4,5,6,7] and converting them into
diverse heterocyclic compounds [8, 9, 10,..] showing the important role of a, - unsaturated
ketones thank to their diverse applications. This paper introduces the synthesis some o, f-
unsaturated ketones from acetone and some aldehydes.

Keywords: a, - unsaturated ketones, IR and NMR spectrum, structure.
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1. INTRODUCTION

Synthesis a,B-unsaturated ketones are synthesized according to general chemical
equations:

C,HsOH

R— CH=0 + CH;COCH; ———» R— CH=CH— C— CH=CH—R
NaOH I

o]

Here: R is hydrocarbon radical.

The reaction is carried out in an ethanol environment with sodium hydroxide catalyst,
the ratio of substances involved (aldehyde/acetone) in the reaction is 2: 1 in moles. After
recrystallization, the product is measured for melting point, checked for purity by thin silica
gel chromatography in solvent system of n-hexane and ethyl acetate according to appropriate
volume ratio and spectrometry to determine structure.

2. CONTENT
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2.1 Confirm structure of synthesized compounds

The synthesized substances after measuring the melting point are stable and checked by
thin layer chromatography silica gel showing round and neat marks will be determined by
modern spectroscopic methods (IR, *H NMR).

2.1.1. Measuring the melting temperature

Melting temperature of synthesized compounds was measured on Gallenkamp (UK) at
the Organic Chemistry Laboratory, Department of Chemistry, Hanoi National University of
Education.

2.1.2. Measuring IR spectrum

Infrared spectrum of substances is recorded on PTS-6000 (Bio-Rad, USA) at the
Infrared Spectroscopy Room, Institute of Chemistry — Vietnam Academy of Science and
Technology, tablet form with solid KBr.

2.1.3. Measuring nuclear magnetic resonance spectrum

H NMR spectrum of substances is measured in solvent DMSO or CDCls (TMS is the
standard) by Brucker Avance 500 MHz machine at The Nuclear Magnetic Resonance
Spectroscopy Room of Chemistry Institute — Vietham Academy of Science and Technology.

2.2. Disscuss results
2.2.1. Disscuss results of synthesis «,f- unsaturated ketones

There are many ways to synthesize o, f— unsaturated ketones, but the most common is
the aldol — croton condensation reaction. In the synthesis process, the used catalyst used was
20% sodium hydroxide solution. In terms of reaction conditions, we used a simpler, cheaper
agent than the previous authors [1; 2; 3] because the authors also closed the cumarin loop
before the synthesis of ketones. The a,— unsaturated ketones are synthesized according [5;
6; 7] with fairly high performance. The reaction went through 2 stages of add-separation as
follows [5]: Addition phase: The role of the base in the aldol additive reaction is to activate
the methylene component so that it is easily added to the carbonyl group of the aldehyde
molecule.

+ OH" /\1 f\
CH3—ICIZ—CH3 H,C—C—"CH,

o} -H,0 (Ié)

—_— CHZ: IC:CH2
o*

The resulting carbanion attacks the carbonyl group of the aldehydes molecule to form
aldol compounds:



TAP CHi KHOA HOC - S8 39/2020 | 57

~y A
H2C'—ﬁ—'CH2 + Ar—CH=0 —» Ar-ICH-CHZ-ﬁ-CHZ-ICH-Ar
0> o 0 o}
ROH (dm)
= Ar-fH—CHz—l(Z—CHZ-CH—Ar
OH 0 OH

Separation phase: The product of the reaction usually has a trans configuration. The
decomposition reaction takes place by E1cb reaction mechanism:

+ OH ~
Ar-fH—CH2-|C—CH2-[iH—Ar Ar-CHQH-lc--CH-ICH-Ar
OH 0 o) -H0 OH o) OH
OH"

—_— Ar-CH:CH-lT—CH:CH—Ar
(0]

The intermediate product is a carbanion; The less negatively charged carbanion the more
stable it is, the higher the efficiency. In the process of synthesizing a, f— unsaturated ketones,
we only use one ketone (acetone) so the efficiency and speed of the reaction depend on the
aldehyde nature. The higher the density of positive charge on the C atom in the —-CHO group
of the aldehyde molecule, the easier the reaction will occur. Such substituents having -1, —C
effects will increase the positive charge density on the carbon atoms in the -CHO group and
vice versa. Reaction performance values are perfectly consistent than expected.

Table 1. Some physical characteristics of a, f— unsaturated ketones

a, f— unsaturated ketones Some physical characteristics
C|C| Needle-shaped crystals, light yellow, m.p
A o 196°-196,5°C. Efficiency 73%.
O PN O Flake crystals, bright yellow m.p 111 -

112°C. Efficiency 70%.

O
\ /| needle-shaped crystals, dark red; m.p 193
N = X N
C / v | ~193,5°C. Efficiency 65%.
0]
© needle-shaped crystals, dark yellow; m.p

D O NN / 148 - 148,5°C. Efficiency 72%.

Comparing the conditions of synthesis A, B, C, D, we found that: for A, B, D the reaction
was easier (at normal temperature) than C (mixed boiling). The reason is that 2 N(CHs)
groups causes a strong + C effect that reduces the positive charge density on carbon atoms
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in the —CHO group of 4-N,N-dimethylaminobenzaldehyde, which reduces the reactivity.
This is entirely consistent with the theoretical basis. Synthesized a, p— unsaturated ketones
are all crystals, well soluble in solvents DMF, ether, acetone, DMSO, slightly soluble in
alcohol and insoluble in water.

2.2.2. Research results of molecular structure
2.2.2.1. Infrared spectrum (IR) of a, f— unsaturated ketones

On the infrared spectrum of a, p— unsaturated ketones appear patterned at about 1630—
1652 cm?, having a strong intensity, typical for the valence of C = O. The valence band of
C = C group (the alkene associated with the aromatic nucleus and the C = O group) and C =
C (the aromatic nucleus) in the lower region is about 1572—1600cm™, has a stronger intensity
than the C=0. Especially at 980-999cm™ there is a characteristic oscillation for non-flat
deformation of vinyl group with trans-configuration when joining into combination with C
= O group.

| 158083 ]
0.7
16f{1.86
081.87
0.6 784{75
A |
b 0.5 1192.80
s 1338.51
(o]
r 0.4
b 1444pa |
a
n 0.3 l 470.38
c |
e
02 885.72
3055.50 soil
0.1 {V\ 1953.58 | ﬂ
\ 1524.7% \J
2041.02
off
0.0 ,/ . JV\WJ

4000 3500 3000 2500 2000 1500 1000 500
Wavenumbers (cm-1)

Fig. 1. Infrared spectrum of compound B

On the IR spectrum of a, B— unsaturated ketones we find: There was no signals of
characteristic valence oscillation of CH bonding of -CHO group (vcH aidenyde = 2700—-2900
cmt, usually show 2 signals, includes one at 2700 cm™). Valence oscillation of C=0 group
has lower frequency than C=O of initial ketone (Vc=0 saturaed = 1700-1720 cm™) and
aldehydes (vc=o = 1680—-1715 cmY). Valence oscillation of C=C group has lower frequency
but intensity is higher than isolated C=C group (vc=c isolated = 1620 —1680 cm™). The reason
is that the combination of C=0 group with C=C group reduces the bonding multiple, so they
oscillate at smaller frequencies. Thus, the results obtained when analyzing the IR spectrum
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above show that the synthesized o, B— unsaturated ketones are consistent/match with the
initial estimates.

Table 2. Results of IR interpret of a, p— unsaturated ketones (R-CH=CH-).C=0

Ki VCH Ar, Y-CH=
hia R VCH sat. vc=0 Vc=c, C=N

Ieu alkene (trans)

A 4-CICe¢Hs— | 30125 - 1626,8 1586,3 982,3

B CeHs— 3055,5 - 1651,8 1589,8 981,8
4— 1518,2;

C (CH3)oNCeHa— 2896,3 2803,8 1636,7 1596.3 986,4
CeHs— 1572,7;

D CH=CH_ 3036,4 - 1639,9 1491 4 998,2

2.2.2.2. 'H NMR spectrum of a, f— unsaturated ketones
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Fig. 2. *H NMR spectrum of compound B in CDCls

On the 1H NMR spectrum of a, p— unsaturated ketones, protons gathered into signal
clusters with chemical shift in the range of 6.6 — 7.8 ppm. This is the typical chemical shift
for unsaturated protons of = CH- group and there is a pair of doublets in the form of the roof
effect in the range of 6.9 — 7.8 ppm with spin — spin interaction constant J = 15 — 16 Hz of
group protons —CH = CH- proving that they exist in trans-configuration (consistent with IR
spectrum). In addition, on the spectrum of compound C, there is also a characteristic signal
of CHs—N-Ar group.

Because a, B—unsaturated ketones are symmetric molecules, there are many equivalent
protons, moreover, the protons of the benzene ring have quite close displacement in the range
of 6.6 — 7.62 ppm. Based on the relative strength, chemical displacement and spin — spin
interaction constant, the *H NMR spectrum analysis results of B and C are shown in the
following table 3.
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Table 3. Results of 'H NMR interpret of B, C (6 ppm)
(J (Hz); s: singlet; d: doublet; dd: doublet—doublet; t: triplet; g: quartet; m: multiplet)

5 6 p O p 6 5 { 56 b\o/b' & 5 T
A
Positions 41 e 1- 4 /’\<
3 2 B) 2 3 7 3 2 ©) z 3 7
Ha & 7,09; d; 16; 1H 6,88; d; 15,5; 1H
Ho- b’ 7,74: d; 16; 1H 7,68; d; 16; 1H
H>2: H%¢ 7,62; d-d; 6,5; 1,5; 2H 75:d:;9; 2H
H33: H>S 7,41; d-d; 5;1; 2H 6,69; d; 8,5; 2H
H+4 7,43;d;5; 1H -
H” H” - 3,03;s; 3H

Thus, the results of the above analysis show that: a, — unsaturated ketones synthesized
enough protons as expected. The relative intensity, chemical displacement as well as the spin
— spin separation constant of the protons are consistent with the originally expected structure.
The results allow proper conclusions about the structure of o, B— unsaturated ketones
synthesized.

3. CONCLUSION

Four o, B— unsaturated ketones have synthesized from acetone and aldehydes that have
not found in references.

The combination of interpret results of IR and *H NMR spectrums confirmed structure
of synthesized compounds.
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TONG HQP, CAU TRUC MQT SO KETONE A, B- KHONG NO
TU ACETONE VA ALDEHYDE

Tom tat: Cac ketone a,f- khong no cd hoat tinh rat da dang, nhuw khdng khuan, chong nam,
diét co dai va trir sAu, chong ung thw gan, phdi,... da dwgc dé cdp trong nhiéu cong trinh
nghlen cueu [1,2,3,4,5,6,7]. Ngoal ra, cac ketone a,B khéng no con 1a logi ddn xudt c6 vai
trd rat quan trong trong viéc tong hop cac hop chdt chiza di vong c6 hoat tinh rdt phong
phii. Bd ¢é nhiéu nghién cizu tong hep [1,2,3,4,5,6,7,...] va chuyén hoéa ching thanh cac
hop chdt chira di vong [8, 9, 10,..] cho thdy vai tro quan trong cua cac ketone a,f- khdng
no. Bai viét nay gidi thidu két qua nghién cizu tong hop, cdu tric mét so ketone a,f- khdng
no ter acetone va aldehyde.

Tir khoa: Xeton a, f- khdng no, phé IR va phé NMR, cdu tric phan ti.



62 | TRUCGNG BDAI HOC THU BA HA NOI

CONSIDER SOME PRIMARY PROBLEMS FROM
PERSPECTIVE OF ALGEBRAIC STRUCTURES

Dong Huu Mau
Hanoi Metropolitan University

Abstract: This paper considers the nature of some primary problems from the perspective
of the algebraic structure of groups, rings, fields, etc. Thereby explaining the rationale for
the solution to those problems.

Keywords: Algebraic structure, primary problem, field extension, number set.

Received: 10 March 2020
Accepted for publication: 20 April 2020
Email: dhmau@hnmu.edu.vn

1. INTRODUCTION

In high school, we often study primary problems with basic solutions on arithmetic
properties, equivalent transformations, or acknowledged methods. For example, when
solving a product equation on the real number set A(x).B(x) = 0, we give the equivalent of
solving two equations A (x) = 0 or B (x) = 0; or solving a first-degree equation with an
unknown ax = b where a,b € R,a # 0, we divide both sides by a and get the solution

x = g. Besides, the number sets N, Z, Q, R and C also are studied, but the construction of

them is not paying attention. Here we will consider the nature of the solutions of the above
problems by the properties of algebraic structures such as group, ring, integer, and field
properties of the set considered respectively.

2. CONTENT
First we will review some algebraic structures.

2.1. Group, ring and field
A group is a set G together with a binary operation, denote by (*), such that:
1) Associativity: Forany x,y,z € G,we have (x xy) *xz = x * (y * z).

2) ldentity: There exists ane € G such thate * x = x * e = xfor anyx € G. We
say that e is an identity element of G.

3) Inverse: For any x € G, there existsay € Gsuchthatx * y = e = y * x. We
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say that y is an inverse of x.
A ring A is a set with two binary operations (addition and multiplication) such that:

i) A is an abelian group with respect to addition ( so that A has a zero element, denoted
by 0, and every x € A has an inverse, —x).

ii) Multiplication is associative: (xy)z = x(yz) forall x,y,z € A.
iii) Multiplication distributive over addition:

x(y+z)=xy+xz,(y+2z)x =yx+zxforall x,y,z € A.

A zero-divisor in aring A is an element x which “divides 07, i.e., for which there exists
y # 0in A such that xy = 0. In other hand, if xy = 0thenx =0ory = 0.

A ring A, which is commutative (xy = yx), has an identity element (denoted by 1) and
has no zero-divisor (and in which 1 # 0), is called an integral domain.

A field is an integral domain A4 in which every non-zero element is a unit.

A given binary relation ~ on a set X is said to be an equivalence relation if and only if it
is reflexive, symmetric and transitive. That is, for all a, b and c in X:

e a-~a. (Reflexivity)
e a~bifandonlyifb~a.(Symmetry)
e ifa~bandb~cthena~c. (Transitivity)

The equivalence class of a € X under ~, denoted a, is defined asa = {b € X|b~a}.
The set

X/~ ={ala € X}
is called the quotient set of X by ~.
A field extension E /F is called a simple extension if there exists an element 8 in E with
E = F(6). The element 8 is called a primitive element, or generating element, for the

extension; we also say that E is generated over F by 6. In other hand, E is a simple extension
of F generated by 6 then it is the smallest field which contains both F and 6.

2.2 Product equation

The rationale for explaining the solution of a product equation is the notion of zero-
divisor. For the sets, Z, Q, R, and C have no zero-divisor so that ab = 0 implies a = 0 or
b =0.

Consider the product equation A(x).B(x) =0 on Z (or Q R, C). In fact, this is the
problem of finding x € Z (or Q, R, C respectively) such that A(x).B(x) = 0. For each x €
Z (or Q, R, C respectively) then A(x), B(x) are elements of Z (or Q, R, C respectively).
For the sets, Z, Q, R, and C have no zero-divisor so that A(x).B(x) = 0 implies A(x) =0
or B(x) =0. Reserve, if A(x) =0 or B(x) =0 then A(x).B(x) =0 is obviously.
Therefore, A(x).B(x) = 0 is equivalent to A(x) = 0 or B(x) = 0.
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The same explanation for the solution of a product equation in the case of two variables,
three variables, etc.

Example 1. Consider the equation (x + 3)(2x + 4) = 0 (1) on R. For every x € R, we
have x + 3 € R, 2x + 3 € R. Since R has no zero-divisor so that (1) be equivalent to x +
3=00r2x+4=0,lead to x = —3 and x = —2 satisfies equation (1).

We have another way to explain equation (1) as follows: The expressions x + 3 and
2x + 4 are two elements of the polynomial ring R[x]. Since R is a field, R[x] is an integral
domain, so that R[x] has no zero-divisor. Thus (1) is equivalentto x + 3 =0or 2x + 4 = 0.

2.3. First degree equation with an unknown and difference between two numbers

The nature of these problems is the existence of the symmetric element x' of an element
x in group X. If the operation on X is a multiplication, we call x" as the inverse of x. If the
operation on X is an addition, we call x’ the opposite element of x.

If b has the symmetric element then we can define the division (dividing a by b is
multiplying a by the inverse element of b) and subtract (a minus b equals a plus with the
opposite element of b).

Consider Z, Q, R, and C together with addition, they are groups, so every element has
an opposite element. Therefore, we always solve the problem of finding the difference of
two numbers a and b on these sets. The result is the sum of a and the opposite element of b,
thatis,a—b = a + (—b).

Consider the first-degree equation with an unknown ax = b with the coefficients a, b €
R, a # 0 (similar to Q or €). Since Q, R, and C are fields so a has an inverse element a1,

Now we multiply both sides by the inverse element of a, we get x = a™1b = b

a

2.4. Number sets

In this section, we consider the construction of number sets from the perspective of
algebraic structures.

2.4.1. Integer set

In elementary school teaching, integers are often intuitively defined as the (positive)
natural numbers, zero, and the negations of the natural numbers. However, this style of
definition leads to many different cases (each arithmetic operation needs to be defined on
each combination of types of integer) and makes it tedious to prove that these operations
obey the laws of arithmetic. Therefore, in modern set-theoretic mathematics a more abstract
construction, which allows one to define the arithmetical operations without any case
distinction, is often used instead. The integers can thus be formally constructed as
the equivalence classes of ordered pairs of natural numbers (a,b). Now we will construct the
set of integers Z:

Consider N x N = {(a, b)|a, b € N} and we define an a binary relation ~ on these pairs
with the following rule: : (a, b)~(c,d) if and only if a+d = b + c. It is easy to check,
reflexive property: (a, b)~(a, b), symmetric property: if (a,b)~(c,d) then (c,d) ~(a, b)
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and transitive property: if (a,b)~(c,d) and (c,d)~(e, f) then (a, b)~(e, f). Therefore, ~
is an equivalence relationon N x N. Set Z = N x N/~ isaset of equivalence classes. With
x € Z and (a, b) € x, we denote x = (a, b). Now, we equippe two binary operations on Z,
one called addition and the other called multiplication:

(a,b) + (c,d)=(a+c,b+d)
(a,b).(c,d) = (ac + bd, ad + bc).

Itis easy to prove Z with two binary operations is a commutative ring whose the additive
identity is (0,0) = (n, n) and the multiplicative identity is (1,0) = (n,n), forall n € N, the
inverse of (a, b) is (b, @) which is denoted —(a, b). Now, we prove Z has no nonzero zero
divisors: if (a,b).(c,d) = (ac + bd,ad + bc) = (n,n) then ac + bd = ad + bc or (a —
b)(c — d) = 0. Without loss of generality we may assume that —b € Nandc —d €N
Then we have a—b=0o0orc—d=0, leadtoa=borc=d. In case of a=
b then(a, b) = (0,0) ; and when ¢ = d then (¢, d) = (0,0) . Thus Z is an integer domain.
Consider a map

fiN->Zaw (an0).
Since (a, 0) = (b, 0) ifand only if a = b. Hence f is an injection. Forall a, b € N, we have

fla+b) =(a+b,0) =(a0)+(b0)=f(a)+f(b),
f(ab) = (ab,0) = (a,0).(b,0) = f(a)f(b).

Consequently, f is both a homomorphism of the monoids with addition and both a
homomorphism of the monoids with multiplication. Since f is an injection, it follows that f
is both a monomorphism of the monoids with addition and both a monomorphism of the
monoids with multiplication.

Since (a,b) = (a,0) + (b,0) = (a,0) — (b,0) = f(a) — f(b) . Hence, forall
elements in Z have the form f(a) — f(b).

The pair (Z, f) defined as above is unique, differing from one isomorphism, meaning
that if there is a pair (P, g) where P is a ring and g: N — P is both a monomorphism of
monoids with addition and both a monomorphism of monoids with multiplication, the
elements of P have the form g (a) — g (b), there exists an isomorphism ¢: Z — P such that
@.f = g. This is evidenced by a map:

@:Z~ P,f(a) — f(b) » g(a) — g(b).

It is tobe noticed that, f is a monomorphism. Hence, we can identical elementn € N
with element (n, 0) € Z. This leadsto N c Z. Therefore, every x € Z,x = (a, b), we have:
if a>bthenx=(a—b,0)=a—-b.Andifa<b then x=—-(b,a) =—-(b—a,0) =
—(b — a). It follows that every x € Z, either x € Nor —x € N.

The ring Z above is called ring of integers.
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2.4.2. Rational set

In mathematics at high school, a rational number is a number that can be expressed as
the quotient or fraction % of two integers, a numerator a, and a non-zero denominator b.
Since b may be equal to 1, every integer is a rational number. The set of all rational numbers
often referred to as "the rationals", is usually denoted by Q.

In algebraic structures, the set of all rational numbers is constructed as a field. Rational
numbers can be formally defined as equivalence classes of pairs of integers (a, b) such that
b + 0, for the equivalence relation defined by (a, b) ~ (c, d) if, and only if ad = bc. With
this formal definition, the fraction % becomes the standard notation for the equivalence class
of (a, b). Now we will construct a field of rational numbers from an integer ring:

Consider Z x Z* = {(a,b) | a,b € Z,b # 0}, where Z" is the set of nonzero integer
numbers. We define anabinary relation ~ on these pairs with the following
rule:(a,b)~(c,d) if and only if a.d = b.c. It is easy to check that ~ is an equivalence
relation on Z X Z*. Set Q = Z X Z* /~ is the set of equivalence classes.

With x € Q and (a, b) € x, we denote x = (a,b). Now, we equippe two binary
operations on Q, one called addition and the other called multiplication:

(a,b) + (¢,d) = (ad + bc, bd), (a, b). (c,d) = (ac, bd).

It is easy to prove Q with two binary operations above is a field whose the additive
identity is (0,1) and the multiplicative identity is (1,1). Consider the map

f1Z-Qawm (al).

It is clear that f is a ring monomorphism. Hence, we can identical element a € Z with
element (a,1) € Q. This leadsto Z c Q . And every x € Q can be written

x = (a,b)=(a,1).(1,b) =f(a)f(b) ! =ab™ L.

The pair (Q, /) defined as above is unique, differing from one isomorphism, meaning
that if there is a pair (P, g) where P is a field and g: Z — P is a ring monomorphism, the
elements of P have the form x = g(a)g(b)™%, a,b €Z,b # 0, there exists an
isomorphism

p:Q - P, f(af (D)™~ gl@gd)!

suchthate.f = g.

The fact that Q is the field of quotients of the integral domain of integers. The field Q,
which is constructed above, is called field of rational numbers. Every rational number may

be expressed in the form %, which is called fraction, where a and b are integer numbers and
b + 0. Then two fractions are equal, write
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2 _ % ifand onlyifad = bc;
= ifandonlyif ad = be;

two fractions are added as follows:

ad+bc_
bd '’

a N c
b d
and the rule for multiplication is:

ac

a c

b'd bd
2.4.3. Real set

In basis mathematics, a real number is a value of a continuous quantity that can represent

a distance along a line. The real numbers include all the rational numbers, such as the integer
—3 and the fraction 5/4, and all the irrational numbers, such as V3, 3/4, e, . There are also
many ways to construct the real number system, for example, starting from natural numbers,
then defining rational numbers algebraically, and finally defining real numbers as
equivalence classes of their Cauchy sequences or as Dedekind cuts, which are certain subsets
of rational numbers. Another possibility is to start from some rigorous axiomatization of
Euclidean geometry (Hilbert, Tarski, etc.) and then define the real number system
geometrically. All these constructions of the real numbers have been shown to be equivalent,
that is the resulting number systems are isomorphic. In this section, we describe a
constructive way set of real numbers from Cauchy sequences.

Let X be the set of all Cauchy sequences of rational numbers. That is, sequences
X1, X2, -, Xn, ... OF rational numbers such that for every rational € > 0, there exists an
integer N such that for all natural numbers m,n > N we have |x,, — x,| < €.

Cauchy sequences {x,} and {y,} can be added and multiplied as follows:

{0} + Ol = {xn + i}, (- ) = Xm0 -

It is easy to prove X with two binary operations above is a commutative ring whose the
additive identity is {0},,cy and the multiplicative identity is {1},,cn. And subset

I = {{xn} € X| nETm Xp = O}

is an ideal of X. Therefore, the quotient X /I is a field. The inverse of nonzero elements
a={x,}={x,}+1€X/Iis{y,} € X/I where

Oifns<n
yn—{xiifn>n1'

The field X /I, which is denoted by R, is called field of real numbers.
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2.4.4. Complex set

In high school, a complex number is defined by giving its form (z = a + bi; a,b €
R) with the appearance of an imaginary number i that satisfies i? = —1.

In algebraic structure, the complex set C is constructed from the set R? =
{(a,b)|a,b € R} with the addition and multiplication operations defined: For all
(a,b), (c,d) € R? we have

(a,b) + (c,d) =(a+c,b+4d); (a,b).(c,d) = (ac — bd; ad + bc).

The set R? together with the two operations is a field, which is called a complex field C.
Itisclearthatthemap f:R — C,a~ (a,0).

is a field monomorphism. Hence, we can identical element a € R with element
(a,0) e C. Thisleadsto R c C.

Let i=(0,1) €C. We have i?=1(0,1).(0,1) =(—1,0) = —1 and every x =
(a,b) € C can be written x = (a,b) = (a,0) + (0,b) = (a,0) + (b,0).(0,1) = a + b.1i.

From the perspective of field extension theory, C is a simple extension of R with
algebraic element i on R, that is, C = R(i).

3. CONCLUSION

In this article, | present an explanation for solutions to product equation with a variable,
first-degree equation with an unknown, problems of finding differences between two
numbers or construction of number sets from the perspective of algebraic structures.
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XEM XET MQT SO BAI TOAN SO CAP DUGI GOC NHIN
CUA CAC CAU TRUC PAI SO
Tom tat: Bai viét nay xem xét ban chdt ciia mét s6 bai todn so cdp duwdi goc nhin cia cau
triic dai SO nhom, vanh, truong, tu do gidi thich co so li lugn cho loi gidi ciua bai todn do.

Tir khoa: Cdu tric dai 6, bdi todn so ccfp, Mo rong truong.
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1. INTRODUCTION

In recent years mathematicians have been interested in studying the application of
probability models to Artificial Intelligence (Al). This is because of the probability of having
great applications in Al and life. The main researching areas are generalizations of using
probabilities in Al or using probabilities for specific issues of Al. For example, M. Kukacka
[2] gave an overview of Bayesian Methods in Artificial Intelligence; Sunghae [6] has studied
a probability learning model for constructing artificial minds; Credit risk analysis using
machine and deep learning models was introduced by Peter and others [4],...

In this paper, we have applied the probability for Al. This work is built as follow: in
Section 2, Bayesian models for Al and their application are presented. The Linear regression
models in prediction are established in Section 3. In the last Section, Section 4, conclusion
is presented.

2. CONTENT
2.1. Bayesian models for Al
2.1.1. Bayesian rule and applications
1. Bayesian rule
Assume that events {H;}[-, form a partition of the sample space Q, i.e.
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n
Q0= UHU HlﬂH]= @,l -_/:]
i=1

Then an event 4 in ), we have

P(H;)P(AlH;
(H)P(AlH,) —12.m

PN = S b tmypaaimy =

Applying Bayesian rule, we can solve many problems of Al that have applications in
real-life.

2. Some examples

Example 1. In a factory machines (1), (I1) and (111) are all producing springs of the same
length. Of their production, machines (1), (1) and (I11) produce 2%, 1% and 3% defective
springs, respectively. Of the total production of springs in the factory, machine (I) producces
35%, machine (1) producces 25%, machine (111) producces 40%.

If one of the factory's springs is randomly selected, the possibility of obtaining a spring
is made by which machine.

Solution

Call A, B, C as random events to choose the spring made by machines (1), (I1) and (I11)
produce. Then {A, B, C} form a complete system.

Let H be an incident that selects a factory product.

We have P(A4) = 0.35; P(A) = 0.35; P(4) = 0.35; P(H|A) = 0.02; P(H|A) =
0.02; P(H|A) = 0.02.

If one spring is selected at random from the total springs, the propability that it is
defected equals:

P(H) = P(A)P(H|A) + P(B)P(H|B) + P(C)P(H|C) = 0.0218.
Applying Baysian rule, we get
P(A)P(H|A) 70

P(A|H) =

P(H) 215’

_ P(B)P(H|B) _ 25
P(BIH) = P(H) 215’
_ P(OP(H|C) 120

P(CIH) = P(H) 215

So most likely the spring obtained by the machine (I11).
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Example 2. The probability of a certain medical test being positive is 90%, if a patient has
flu. 1% of the population has the disease, and the test records a false positive 5% of the time. If
a man in that region received a positive test, how much is his probability of having flu?

Solution.
Let H be the event of selecting a person who has the flu in that area.
Let A be the positive test event for a person with the flu in that area.
By hypothesis, we have

P(H) = 0.01; P(A|H) = 0.90; P(A|H) = 0.05.
Because events {H;}i-, form a partition of the space Q, so we get:

P(A) = P(H)P(A|H) + P(H)P(A|H) = 0.0585.

Applying Bayesian rule, we have

P(H)P(A|H) _0.01x0.9 _ 015
P(4)  0.0585

P(H|A) =

So if a man in that region received a positive test, then his probability of having flu is 0.15.
2.2. Bayesian netwwork

Bayes networks have many applications in Al. Here, we present some basis for Bayes
networks application in Al.

1. Definition. A Bayesian network (BN) is defined by the following elements [2]:
* A set of nodes, where each node represents a single variable;

* A set of directed connections on these nodes, forming a directed acyclic graph, where
a link specifies a dependence relationship between variables;

* A conditional probability table (CPT) for each node in the graph, specifying a
probability distribution of the corresponding variable conditioned by its parents in the graph
(i.e. P(X;|Parents (X;))).

We can retrieve the probability of any event in a system described by a Bayesian
network using the following formula:

n
P(xq, ., xp) = n(inParents(Xi)),
i=1

where parents(X;) denotes the specific values of the X; ’s parent variables. This implies that
the Bayesian network fully describes the full joint distribution of the system.

2. Some rules of Bayesian networks
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Let 4, B, C are random variables. We say that A and B independent with given C, if we
know C, evidence of B does not change the likelihood of A.

If A and B independent given C then P(A|B,C) = P(A|C). When we have
i) P(B|A,C) = P(B|0);
i) P(A,B,C) = P(A|C)P(B|C)P(C);
iii) Graphs of A, B and C as following:

+ Undirected graphs
+ Directed acyclic graphs

3. Example of causal models

We can use graphical to represent causal models. Let E, C, F, S, H are random variables,
where E: electric; C: cigaratte; F: fire; S: smoke; H: heat.

We know that, fire can be caused by an electrical problem or by a cigarette. Smoke and
Heat are results of firing.

Smoke and Heat is the consequence of burning. Therefore, we have the following causal
model:

Now we consider a problem: Let we have a graphical model:
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Each factor is described by a conditional probability table

F P | P(S) F | P(H) | P(H) P(F) | P(F)
F 0.01| 0.99 F 0.001 | 0.999 0.1 0.9
T 0.9 0.1 T 0.99 | 0.01

Calculate the probability of fire when smoke has occurred.
Solution.
From the hypothesis, we have
(P(S|F) =0.01 (P(H|F)=0.001
{P(f) =01 %P(ﬂf) =0.99 |P(H|F)=0.999
P(F)=09, | P(S|[F)=0.9 | P(HIF)=0.99
\P(S|F) = 0.1, LP(mF) = 0.01.

The probability of fire and smoke is
P(S,H) = ) P(F,S,H)= ) P(HIF)P(SIF)P(F)
H H

= P(H|F)P(SIF)P(F) + P(H|F)P(S|F)P(F)
=0.9 x 0.99 x 0.1 + 0.90 x 0.01 x 0.1
=0.09.

The probability of seeing smoke is

P(S) = ZZ P(F,S,H) = ZZ P (H|F)P(S|F)P(F)

= P(H|F)P(S|F)P(F) + P(H|F)P(S|F)P(F) +

+ P(H|F)P(S|F)P(F) + P(H|F)P(S|F)P(F) = 0.99x0.9x 0.1+
0.01 x 0.9 X 0.1 + 0.001 x 0.01 X 0.9 + 0.999 x 0.01 X 0.9 = 0.099.

So the probability of fire if we see smoke it is defined
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P(F,S)  0.09

= =0.92
P(S) 0099 °

P(F|S) =

2.3. Some linear regression models for Al

Linear regression can be applied in Al [6]. In this section we will build linear regression
models and get some illustrative examples.

2.3.1. Linear regression models for Al

We observe paired data points {(x;, y; )}i=,, where assume that as a function of x;, each
y; is generated by using some true underlying line Y = B, + [, X that is evalute at x;.
Formally,

Vi = ﬁo + ﬁl.Xi + gi,i = 1, ey, 1L (31)

We will model ¢ as being Gaussian: e~N(0,02). We find 8, 8, by solving the
following optimization problem:

n

ming, 5, > [y = (Bo + frxdl’. (32)

i=1

Given a set of points {(x;, y; )}i-,, the solution is [6]:

_ XY-XV __ JMs,
B = Y2 _ ()_()2 = Txy \/M—SX'
Bo=Y - BiX,
where
MSy =X —(X) MS, =Y —(Y)" XV = —Z?ﬂxiy"jz - M,yz _ Zayd

n n n
Example 1. On 100 field plots of the same size, people apply different amounts of
fertilizer. Then, study the relationship between fertilizer and yield. The result is given in the
table below (X is the amount of fertilizer, Y is the yield).

X
Y 1 2 3 4 5
14 10 8
15 12 7
16 28 6
17 8 9
18 12

a) If the amount of manure is 3.44, what is the estimate yield?
b) Estimate yield if the amount of fertilizer is 5.65.
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Solution. We have

100

le-=1X10+(8+12)><2+(7+28)><3+(6+8)><4+(9+12)><5=316.

i=1

100
yi =(1+8)x14+(12+7)x15+(6+28) x16+(8+9)x 17+ 12 % 8

=1

= 1586.
199y, 1586

y = " —100=15.86.

100 100 100

inz = 1154, Zyiz = 25308, inyi = 5156,
i=1 i=1 i=1
100 100 100
100 Z X Vi — Z X; (Z yi> = 14424,
i=1 i=1

i=1

VMSx = JlOO F100x.2 (21100 5)% =124 67;

2
VMSy = \/1002%22 yi2 — (T1%0y;) =124.11;

14424

S Iryy = = 0.93.
XY T 10467 x 12411

So we get
Y =B, + BiX = ¥ =1293+0.93X.

a) If X =3.44then ¥ = 16.13;

b) If X =5.65then ¥ = 18.19.
Example 2. The same pill was given to 5 patients of different ages. Study the time to
completely disintegrate the drug in each person's body. Specific results are as follows:

X: age Y: Decomposition time
(year) (minute)

30 15

25 28

65 30
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50 22
40 24

a) What conclusions can be drawn about the relationship between the time of drug
decomposition and ages.

b) What is the time predict for drug decomposition by 42 years old?
Solution.
We have

5 5 5 5
in _ 210; Exi = 119; in yi = 5160;in2 — 9850.
i=1 i=1 i=1

i=1

MY X — Xim X X1 Yi 5% 5160 — 210 X 119

- = = 0.16;
oYk x? - QR x60)? 5.9850 — 2102
n noymn
— Y. yi—BiXf.x;  5%x5160 — 210 x 119
Fo = n = 59850 —z10z %
So we get
Y =17.08 + 0.16X. (3.3)
By (3.3) we say that

a) Every 10 years of age, the decomposition time will increase by 1.6 minutes.
b) The time for decomposition of 42-year-old patient is 23.8 minutes.
2.3.2. Multiple linear regressions

LetY, X,, ..., X, are p radom variables, where p € N*, p > 2. We find linear model of
Y for X, ..., X,, as following:

fr Xz, ---:Xp) = B+ B Xp+ -+ ﬁpo'
which observation matrix

Y1 X12 X13 le
Y, Xy Xos .. X2p

We get regression model
Yi= B+ BoXiz+ -+ BpXip + & (3.4)

where € ~N(0, o2).
Let
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1 X1z Xi3... Xip
1 Xo2 Xo3... Xp , T .
......... (3.5)

=2,..,p;

T
B=[Br.Bp];e= ler,en]l
1 X12 X13 le

Y=1[Y,. V] X=
Using notations (3.5) and (3.6), we can write model (3.4) as following:
Y=Xp+ e

To determine S we have to solve the optimization problem

ming ) (v = XiB)* (3.7)

We can use some basic linear algebra to solve this problem and find the result:
g =X"X)"1XxTy. (3.8)

Example 3. A Corporation has 21 stores in provinces and cities. Let Y be the revenue of
the Corporations (103USD), X; is the population (thousand), X, is the average income per
person (10° USD) in the provinces and cities where the business is located. Assume the
following table of business data is available:

Provinces and Xi X, Y
cities (Thousand) (10°USD) (10°USD)
1. 68.5 16.7 174.4
2 45.2 16.8 164.4
3 91.3 18.2 224.2
4, 47.8 16.3 154.6
5. 46.9 17.3 181.6
6 66.1 10.2 207.5
7 49.5 15.9 152.8
8. 52.0 17.2 163.2
9. 48.9 16.6 1454
10. 38.4 16.0 137.2
11. 87.9 18.3 241.9
12. 72.8 17.1 191.1
13. 88.4 174 232.0
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14, 42.9 15.8 145.3
15. 52.5 17.8 161.1
16. 85.7 18.4 209.7
17. 43.1 16.5 146.4
18. 51.7 16.3 144.0
19. 89.6 18.1 232.6
20. 82.7 19.1 224.1
21. 52.3 16.0 166.5
Predict the revenue of this Corporation.
Solution.
Use model (3.4) which p = 3 to solve this problem.
We have
1 685 16.7 174.4
x=|[1 422 168}, _ (1644
1 523 16.0 166.5
After calculating we obtained
21.0 1302.4 360.0 3820
XTX = (1302.4 87707.9 22609.2>,XTY= (249643),
360 22609.2 6190.3 66073
29.5740 0.0718 —1.9820
xTx) 1= < 0.0718 0.00037 —0.0055
—1.9820 -0.0055 0.1356
And
A —68.609
B=X"X)"'X"Y = 1.455 )
9.488

So we have the result

Y = —68.609 + 1.455X, + 9.488X,.

From (3.9) we can predict the results:

(3.9)

a) If the average income is constant and the population increases by one thousand
people, the sale turnover of the Corporation increases by 1455 USD;

b) If the population is constant and the income per capita increases by one thousand
dollars, the sale turnover increases by 9488 USD.

3. CONCLUSION
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In this article, some probabilistic models for Al are presented. Using Bayesian models
and linear regression models we could make predictions in medicine as well as production
and business. At the same time given models claim effective applications of Al technology.
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MOT SO MO HINH XAC SUAT CHO TRi TUE NHAN TAO

Tom tdt: Trong bai bao nay ching ta sé trinh bay mét vai mé hinh xac sudr dwoc &p dung
trong AL D6 la cdc mé hinh Bayes va hoi quy tuyén tinh. Céc Vi dy ciing dwoc dwa ra dé
minh hoa cho tezng mé hinh.

Tir khoa: M6 hinh xac sudt, tri tué nhan teo, cdng thizc Bayes, mang Bayes, md hinh hoi
quy tuyén tinh.
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1. INTRODUCTION

The standard model cannot explain the neutrino masses and the dark matter abundance

of the universe [1]. The new approaches based on the 3-3-1-1 symmetry not only address
such questions but also yield interested novel consequences [2, 3].
Yet, the gauge sector of the minimal 3-3-1-1 model was not investigated. In this work, we
diagonalize the relevant gauge sector and prove that it contains appropriate gauge spectrum
of the standard model. Additionally, the new gauge bosons are obtained, attracting attention
at the current colliders.

In Sec. 11, we introduce the minimal 3-3-1-1 model. In Sec. I11, we diagonalize the gauge
sector, identifying relevant mass spectrum. We conclude this work in Sec. IV.

2. CONTENT
2.1. Minimal 3-3-1-1 model
The gauge symmetry is given by,

SUB)c ® SUBR)L® U(L)x ® U(L)n, 1)

which is an extension of the 3-3-1 model [6-8] by supposing that B — L closes algebraically
with SU(3)L [2, 3]. The electric charge is obtained as
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Q=T,— V3Tg + X, )

corresponding to the minimal fermion content of the minimal 3-3-1 model [6]. For the
minimal fermion content, the baryon minus lepton number is embedded as

B-L=—(4/V3)Tg+ N (3)
After symmetry breaking, a matter parity arises to be
P = (_1)3(B—L)+Zs (4)
Under the 3-3-1-1 symmetry, the mentioned fermion representations are
VaL
waL = €al o4 (1735()’_1/3), VaR ™~ (171707_1)v (5)
€aR
daor, U3,
Qar = | —ugr [ ~(3,35-1/3,-1/3), Qu=| dy [~(332/31), (6)
JoL Jar
Uar ~ (3,1,2/3,1/3), dar ~(3,1,—1/3,1/3), (7
(8)

Jar ~ (3,1,—4/3,-5/3), I3 ~ (3,1,5/3,7/3),

which is sufficient for the anomaly cancellation [4, 5].
To break the 3-3-1-1 symmetry, we introduce the following scalars,

m pr
~(1,3,0,2/3), p=| g |~(1,3,1,2/3), )

n=|mn
ny T
X1
x=|x" |~13-1,-4/3), ¢~(1,109), (10)
X3
with vacuum expectative values,
U 0 0
1 1 1 ‘ 1
() = vARAE (p)zﬁ v s (X):E 0 (@:ﬁf‘ (11)
0 w

The total Lagrangian is given by
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L =Y Fiy'D,F+) (D"S)!(D,S) -V + Ly
B s (12)

~1 (Giw G + Ajp ALY + By, B + C,,CM)

where F and S indicate to the fermion multiplets and scalar multiplets, respectively. The

covariant derivative takes the form,

Dy = 6y + igstiGiy + igTiAiy + igxXBy + ignNCy, (13)
where (ti, Ti, X, N), (gs, 0, gx, On), and (Gi, Ai, B, C) denote the generators, gauge

couplingconstants, and gauge bosons of the 3-3-1-1 groups, respectively. The field strength
tensors are

Giuv = ouGiv — ovGiu — gsfijkGjuGkv, (14)
Aiuv = ouAiv — ovAiu — gfijkAjuAkv, (15)
Buv =0uBv — 0vBu,  Cuv =0uCv — ovCy, (16)

where fijk is the fine structure constant of SU(3) group.

Since the Yukawa Lagrangian and scalar potential are not investigated in this work, they
are being skipped.

2.2. Gauge spectrum

In this section, let us consider the gauge boson spectrum. The gauge bosons obtain
masses when the scalar fields develop VEVs. Therefore, the mass Lagrangian of the gauge
bosons is given by

L= DT (DyS) + (DKS) an
S=n.p.x.¢
Where
Dﬂ (ﬁ) = (a.u, + ’igﬁGiut«g + ?gAt_uE + EQX'B#X + i‘gf\‘.—cﬂj\f) <n>
A3.U + %AS;L + %t.-‘\"c,u

igu ;/ﬁﬁf— (18)

=3 p

V2X
Where ty = “’7"’ (19

And



TAP CHi KHOA HOC - S8 39/2020 | 83

Al,u + iAQ;A

+ _ + __ A4.u + j‘ASu +4 Aﬁ# + iAT.u
W e T T o T TR
_ V2W,E (20)
D, {p) = ;:q/% —Asu + 5 Asu + 2tx B + 5tnCy
V2Y,
in which ty = %X
V2X,;
guw
Dux) = fo VaY, - (21)
—%Agﬁ — 215)(3‘u — %tNCu
D,(¢) = V2igtyC,A. (22)
Combining (17), (18), (20), (21) and (22), we have

gause 2,2
Lmass u [QHJ’:W”_ + QX;_:_X'U_ + (A:ip, +

1 4 )
%ASI.', + gtNCp,) ]

2,2 1 1 ‘
+ERWEWI 4 2V YR 4 (— Ay + V3 2x Bt 5G]
2 8 :
X XH 4 2V YR (-~ 2B — GG
+2g° 13 AC, O
_ Lchanged L%e%tsral (23)

mass

The mass Lagrangian of the charged scalars is written as

Lgause g
mass  — T(ZVVWW*+2X+X'u )

+9—8 QW IWH oy HyE )
2,2 (24)
(2X Fxr oy ryr )

L)

+

8
92 2 2 92 2 2 92 5 9
= TP+ YWIWHT 4+ 2+ w?) XXM 4 T (07 4+ ?) Yy

The gauge bosons W*, X*and Y *+ by themselves are physical fields with the respective
masses,

2
miy = L0240 my =L 4ud), md =L+ (25)
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Note that the mass of W boson implies u? + 0% =] = (246 GeV)?. Due to the
conditions,” = %~V e have™W <™MX =Y = Ty The X and Y are new gauge

bosons with the large masses given in w scale.
The mass Lagrangian of the neutral scalar fields is written as

2 2
coms = (w2 o)L A3, + (40 + 4w?) AT

2 2
g 29
+(v® + w2)5t§(BfL + (u? + v? + dw? + 9A?) Tt?‘fcf*

g’ g9’ g’
+(u2 — 1)2)4\7/-13#/-13“ — Uz—txAgpuB =+ (’L!,2 — Uz)—tNAax_LOM

+(v? 4+ 2w? txAguBy + (u? + 02 +4w2—tA Cy
( ) \/—X 8u ( ) 33 N s
(26)
+(v® + 2w2)?tXtNB#CM
44
1 o | 4%
- §(A3u As, By Cu )M -
CH

The squared mass matrix of neutral gauge bosons is found to be,

2 2 2 2
(U.2 +'?,!2)%T2 (1.‘..2 - tsg)fﬁ . _vz%txz (u? — -1:2)%t1‘\,2
2_ .29 2 12 g 2 1 9,2 4 2 42 2y 9
j\"fg _ (u L2)4‘/g (u” +v +4at2 )15 (v* + 2w )2\/§tX (u® +v° + 4w 2)3\5&\ 27)
; 2
-2ty (v? + 20%) Tty (v2 + w?)g?td (v 4 20?) - txty

. 2 2 2
(u? — v2)%t,m (u? +v% + 41&‘2)39%1‘3\-' (v + 2w2)2 txty (w? 4% + 4w 9;\2)%%.

The neutral gauge bosons (Asu,Asy,By,Cy) mix via the mass matrix M2, It is easily
checked that M? has a zero eigenvalue (the photon mass) and respective eigenstate
independent of VEVs as follows,

tx Vi3ty

1
—B;
,/1+1f2 1+ 4t% ’ (28)

gqwhere, ty = gx/g = sw/+ 1 — 4ss, with sw=e/g is the sine of the Weinberg angle.
The Eq (28) can be rewritten as

. A 3t 1
m4 =0, A, = f—XlA:_a V3 X + ——=DB (28)
1+ 4t% ,,’1+1f2 1+ 4t

Ay = swhsy + oy (—V3tyAs, + 1 —3t%B, (29)

At%,u. +
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while the terms in the parentheses are the weak hypercharge, Y = —\/§tWA8ﬂ+

/1 —3t%B, (or Y = —/3Tg + X)

The remaining states of the boson in the standard model Z and the new bosons Z' and C are

Z,u = (,‘W'Ag‘u — SW'(—\/gt[.VAgﬂ +4/1— Bt%VB.u (30)
Zl, = /1 =313, Ag + V3tw By), (31)
Zn = C,. (32)

The mass matrix M? can be diagonalized via several steps. In the first step, we change
the basis to (Asu,Asy, B, Cyu) — (A,Z,2°,C),

Az, A Sw cw 0 0
Agu | o, z Uy — —V3sw V3swtw  4/1—3t% 0 . (33)
B, z' | ewy/1— 383, —swi/1—3t4, Btw 0
C, c 0 0 0o 1

In this new basis, the mass matrix M? becomes

VISV
1= Uy MUy = o (34)
0 M
Where
2 .2 m2
my My My
712 Tar2 : ’ . 2
‘A‘[s =U1 MU, = ]]1222, m22’ lmZZ"C =g X
a2 2 2
Mzc Mzic Me
w242 (1-4s% )u?—(1+25%, )02 (u?—v?)ty (35)
degy 41V/3ch,\/1-4s3, dew
(1—4s% )u? —(1+2s% )02 (1—/lsfr)2112—0—(1+2.9%,‘,)‘21,'2+-’1c:3,vu'2 tn[(1—-4sd Jul+ (14253, )v? +4cd w?]
4‘/§U%1' \/1748%1-’ 12(174""%1-’)‘951’ 3v3ew \/17433.’,
(u?—v?)ty tn [(1—4.‘3%,)?124-(1-{-28%1:)1)2+4C%{;u‘2] 4.2 2, 42 91,9
SCH; 3\/5(,"[.}' .'17745%! g(u + v + 4'UJ + gA )t]\.r

In the limit,u,v < A,w, we have M MY g0 M K My My MG Hence, in the
second step, the mass matrix M% can be diagonalized by using seesaw formula to separate
the light state (Z) from the heavy states (Z°,C). We denote the new basis as (4 Z1, Z1,C1) so
that A,Z are physical fields and decoupled while the rest mix,
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A A
00 0
z Z
= U, . MTP=UIMPUs=|0m2 0o |, (36)
z' z “
- 01 0 0 M
1
Where
2 2 2
My TNy P e
]\'I,;'Z = ; ,42(,? , mZZl ~ mQZ - £ jé (37)
'NIZ:C TTI.C n?’ZC

The mz is the mass of Zi light state, while M. is the mass sub-matrix of Z1. C1 heavy states.

By the virtue of seesaw approximation, we have
1 0 0 -1

7”-21' T”Z,
Ua~10 1 £, &= (m‘zzzr "”22()) zr Mzic 38)

2 2
m M~
- Z'C C
0 —-&T 1

The E is a two-component vector given by
c A/ 1 —4st {4sfw? (u? + v?) + 3A2[—u? + v? + 2(2u® + v?) s ]}
1= —

1 39
4V3(1 — s¥,)2w2A2 = (39)
2 2, 2
£y~ siy (u” + v7) <1 (40)

A1 — s3,)3 2N A2

which are suppressed at the leading order u,v < A, w, When neglecting the mixing of
Z,Z%and C, mz1 ' mz, we can identify 21 = Z. Z{ = Z' and Cy = C. For the final step, it is
easily to diagonalize M"* (or M.?) to obtain two remaining physical states, denoted by Z»
and Zx, such that

A A 100 O
VA Z 010 O
Y= Us : , Uz~ , (41)
Z{ Z2 00 C¢ —Sg¢
G ZnN 00 s¢ c
0 0

MH’IZ — UgMH2U3 — (42)

The mixing angle and new masses are given by

2 W1 —4sZ cwtnvw?
_sz,o _ 8 SWCWwa (43)

toy = 525~ ——
BT mE —m, VBI2(1 — 4 )3 A + [0 — 45213 — ] w?
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2.2
2 g’ 2 2 w CW
2 2 42, (44)
\/[4 AZ + 11)2)f2 7w “w } + %7cthL;4 )
3(1 — 4s3)) 271 — 4syy,
2 2.2
2 9 2 4 90 w-Cyy
My, = 5 (4(!\ =+ §w )tN+ m
45)
4 w2e? 264 2 2wt (
4(A? + —w?)t3, — —— WV —WN_ |
+\/[( TN Ty —ay| T —asy,
The Z2 and ZN are heavy particles with the masses in w scale.
The physical fields are related to the gauge states as
Aag, A
Asa | _g| & U = UhUaUs 46
B, z |’ ' (46)
C,. Zn
Where
S Cw CW(EJ_C£ +525§) L:W(Egug - 513‘5)

U— —\/ESW \/Eﬁwtw —EL\fl—St%V \/5(5105+5235)3w‘tw +U£\|J1—3t%p. \/5(5265—EISIE)Bwiw—EE”"l—St%V
- CWU']- - 3#%.[,- —\/EEJJW = Swﬁl - 3'!%1/ \/Euefw = (EJ_L‘-g +£23£)SW1{1 - Sf%p- —\/ESE'EW - szCE - ELS,E)SWH']- - Gt%v

0 —Eg g ce

In the limit,{u? v*}/{w? A%} <1 and means that the standard model Z boson by itself
is a physical field Z ' Z1 and do not mix with the new gauge bosons Z n.

The p-parameter (or Ap = p—1 used below) that is due to the contribution of the new
physics comes from the tree-level mixing of Z with Z°and C, which can be evaluated as [?]

2 2 2 m2 T
A My 1= my 1~ g(r”’ZZ’ rn’ZC) 47
( p)free - 2. m? n m2 —S(m‘g m? )T N m? ( )
Wt 'z AL ZC Z

Here, notice that mw = cwmzand m?z ~ m?2z0 ~ m?zc. We get the deviation as

(1 — 4sfy )u? — (1 + 252, )v2]? 81‘1 2
(Ap)lree =~ 4( 1o u?2 + - ” A2 (48)

We study the two (u,w) parameters in two cases A > w and A ~ w, both cases are being
limited by the experimental Ap parameters 0.00016 < Ap <0.00064. The case A>> w Yyields
results similar to the 3-3-1 model [6]. In the case A ~ w, we choose A = 2w, to the new
physics scale w > 1.4 TeV.

3. CONCLUSION

We have found that the W,Z1,A fields are the standard model gauge bosons. The fields
Z>,Zn and XY are new gauge bosons. There are 9 massive gauge bosons matching 9
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Goldstone bosons in the scalar sector. Constraint from the rho parameter yields that A ~ w
~ TeV. Therefore, the new gauge bosons such as Z»,Znyand X,Y can be investigated by the
current colliders.
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CO CHE GAUGE CUA MO HINH 3-3-1-1 TOI THIEU

T6m tdt: Trong bai bao nay, ching tdi nhan dién md hinh hat gauge chudn va cac hat
gauge mdi. Ta co thé phan biér duroc hat gauge chUan va hat gauge mdi. Chang t6i ching
minh rang so liwong cua hat gauge tring véi so lwong cua hat Goldstone, chi dé \gi hat
photon va gluon khong khai Liong do d@é vector vét chat téi dueoc thao ludn.
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Tir khod: Vat chdt toi, mo hinh 3-3-1-1.
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assumptions to ensure that the problem has unique solution.
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1. INTRODUCTION

In mathematics, fuzzy sets (uncertain sets) are somewhat like sets whose elements have
degrees of membership. Fuzzy sets were introduced independently by L.A. Zadeh [38] in
1965 as an extension of the classical sets. But applications of fuzzy sets in inventory control
problems were around 15-20 years back. Among these works, one can refer the works of
Mandal and Maiti [24], Wee et al. [37]. In [38], Zadeh defined operations on set of fuzzy

numbers with the following subtraction UG, v=w<u=v+Ww. It is well-known that this

usual Hukuhara difference between two fuzzy numbers only exists under very restrictive
conditions [12]. To fix it, L. Stefanini introduced the fuzzy gH-difference in [34,35]. The
gH-difference of two fuzzy numbers exists under much less restrictive conditions, however
it does not always exist [35]. This makes the space of fuzzy numbers not a Banach space. To
overcome this difficulty, Estevdo Esmi [4] presented a practical way to introduce the space
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of linear correlated fuzzy numbers g = =gy, (q,r)/(q,r) e R2yWhere y, is the operator

that associates each vector (g,r) € R? with a fuzzy number g[A]” +r where [A]” stands
for the . -level of a fuzzy number A for all « €[0,1]. The set Rfm equipped with addition
and and scalar product defined in naturally 3.7 in [4] is a Banach space.

Hukuhara differentiability of fuzzy-valued functions is generalization of Hukuhara
differentiability of set-valued functions. This differentiability is based on Hukuhara
difference. Hukuhara introduced this difference (subtraction) of two sets in [10]. He
introduced the notions of integral and derivative for set-valued mappings and considered the
relationship between them. This derivative is widely studied and analysed by researchers for
set-valued as well as fuzzy-valued functions. A wide range of applications of Hukuhara
derivatives are studied in fuzzy differential equations and fuzzy optimization problems.
Unfortunately, the derivative is very restrictive. Its existence is based on certain conditions.
Estevdo Esmi [4] gave the concept of the derivative Fréchet. Accordingly, the derivative of

function f(t) =w,(q(t), r(t)) is calculated through the derivative of q(t), r(t).

The concepts of fractional derivatives for a fuzzy valued function are either based on
the notion of Hukuhara derivative (H-derivative) or on the notion of strongly generalized
derivative (G-derivative). The concept of Hukuhara derivative is old and well known [10],
Puri and Ralescu [31] and the concept of G-derivative was recently introduced by Bede and
Gal [2]. The Fréchet derivative was introduced the first time by D. Behmardi and E.
Dehghan, Nayeri in [8]. Since then, many research works about Fréchet derivative have been
published in [36].

Fractional calculus and fractional differential equations arise naturally in a variety of
fields such as rheology, viscoelasticity, electrochemistry, diffusion process etc [6,7,8,9] They
are usually applied to replace the derivative time in a given evolution equation by a derivative
of fractional order. One can find applications of fractional differential equations in signal
processing and in the complex dynamic in biological tissues [23,24,25]. For a general
overview, we refer the reader to the monographs of Samko et al. [33], Podlubny [32], Kilbas
et.al [13,14] and the papers [15,16, 26, 33, 34]. Some new research results for the fractional
equation can be mentioned as [18,19,20,21,23,25,26]

This paper has 3 main results: Firstly, based on Fréchet derivative given by E. Esmi [4]
, We introduce the definition of Fréchet-Caputo fractional derivative. The paper focuses on
exploiting the application of the Fréchet derivative to the system of fuzzy frational equations.
Applying the Lipschitz fixed point theorem, we make assumptions about the system of
equations to have solutions. Finally, we present an example to illustrate the result.

2. CONTENT
2.1. Preliminaries
2.1.1. The space of linear correlated fuzzy numbers
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Denote by R . the space of all fuzzy numbers on the real line. According to [1], the

characteristic properties of a fuzzy number u are presented via its « -cuts or level sets,
which are defined by

(] = {{xe R:u(x) > a}ifa € (0,1]
ulr= {x ER:u(x) > 0}ifa =0.

In addition, it is well-known that the level sets of $u$ can be rewritten in the parametric
form [u]* = [ug, u}]and the diameter of [u]%is given by len[u]* = u} — ugfor each ¢ €
[0,1]

The space (R, d.,)endowed with the supremum metric

do(u,v) = sup dy([u]%, [v]*) forallu,v € Rg, is a complete metric
O<a<1

space (see [1]).

Definition 2.1.1 [4]

For eachA € Rg, define a mapping ¥4: R X R = Rfby (q,1) = P4(q, r)where the
level sets of Y4(q,r)are [Y4(q,1)]* = {qa + r: a € [A]*}. For convenience, denote the
fuzzy number ¥ 4(q, )by qA + rand the range of 1 4(q, 1) byRgz(4).

Definition 2.1.2

A fuzzy number u said to be symmetric w.r.t. xeRif u(x—y)=u(x+y)forall yeR .
The fuzzy number u is non-symmetric if there doesn't exist x such thatu is symmetric.

From the results in [4], if A € Ris non-symmetric fuzzy number then the arithmetic
operations on the space RHA, such as addition, subtraction and scalar product are well-
defined. Indeed, let us recall that for each B, C € R4y and 4 € Rit yields

() B+aC =i (B) +¥1'(C)

(i) AB =v¢,(Ap1*(B))

(iii)  B—aC =B+,(-1)C =,z (B) + (=) (O)).

In addition, the distance between elements of R #(» Can be measured by the metric d,
of the fuzzy number space. In particular, with uU=Y,4(qun),v=
V4@ 1), (quw ), (@v 1) € R?, we have dy(w,v) = |qy — gyl + Ir, — 1 [forall w,v €
R4y

It is well-known that (R, , d4)is a complete metric space. Moreover, for each u =
Y4(qu, 1) due to the fact that the space Ry ,is isometric to the space R? it implies that the
space (]R%T(A), +4r-45 |l lly,) with the induced norm is a Banach space since Re 4 IS
isometric to R? with the norm lully, = W3 (Wllgz = [qul + |7l

Lemma2.1.1
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If A;,A, be two non-symmetric fuzzy numbers such that A, = kA; with k € R\
{0}then two norms || - || 4,and || - || 4, are equivalent.

Proof

Because u € Ry 4,)then u also belongs to the space Rg4,), there exist two pairs
(‘qu' 1), Cqu® 1) € R? such that u =y, (*qu' 1) = Ya,(®qu,* 1), which follows
that'ubAl (1Qw1 Ty) = 1/JA1 (kZQwZ Ty

Our aim is to prove that two norms || - ||4,and || - || 4,are equivalent, which means that
there exist m,M >0such that m||u|| 4, < [[ull4, < M||u||4,for all u € Rg4,).

Indeed, since A is a non-symmetric fuzzy number then ¥, is an injection and hence,

1, -2

we directly obtain{ 611” unk.
Ww="mn

By the definition of norm, we have

lulla, = I"qul + ',
1
q
— 2+ | ).

ulla, = 1°qul + 1Pl = |—

Now, we consider some following cases:
Case 1: If |k |>1 then it implies that

1 - 1
g (taul + 1D < llulla, < Paw + 'l or equivalently o= lulla, < [lulla, <
||zl o, which proves that || - || 4, ~|| - |l 4,

Case 2: If | k |>1then it implies that

1 + 1 < <i(1 + 1 )
I"qu) + "1l < lulla, < %l I"qul + "7l

. 1 .
or equivalently, [lull 4, < llulla, < " ||u|| o, which proves that || - || 4,~]l - [l ,-

Case 3: If |k |=1then it is obvious that ||u|| 4, = [[ull4,for all u € Re(y

Hence, the proof is completed.

Remark 2.1.1

However, if A,A are symmetry fuzzy numbers then the similar conclusion as in
Lemma 2. 1 can't be obtained. Indeed, since A, = kA, if A is a symmetric fuzzy number

w.rt. xR thensois A,. Next, by using Theorem 3.15 in \cite{este}, our proof is divided
into following cases:
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Case 1: If 1qu = g,k and lru =? I, then by similar arguments as in Lemma 2.1.1 , we

have || - [la,~1l - Ila,-

q —
Case 2: If lqu =—2quk and 1ru = 22qux+2 I, then it implies that ) Lk

Therefore, we have

1y

k

lulla, = 1Pqul + I°r] <

2 i + 1 = (e o] P + 1
k u ul = |k| k u ul-

1
Then, by denoting M = max{—+ — ;1}, we directly get that y un, <m nun, . For

ki

each UER ;,,, we have

F(llulD: = Ilullz, - mzllullil
_ < Gl |

k
Subcase 2.1: If qur > Oand E ( g,X r]ZOthen the expression (1) becomes

1 i 2711 1 2 (1)
k Qu _m(l Qu|+|ru|)-

2 21[4112
llullz, —m=llulla,

1 1
2x + 1\2 4xr, 2,
= [( P ) —mzl q2 +< . LE ku - erum2> qutin2(1

— mZ)

If the above expression is known as a quadratic function of variable 1qu then the delta

discriminant A’of the quadratic equation F(Il ull) =0is given by
2
A= r2m2(2x_+1_ J >0,
k
which means that the solution set of the quadratic equation F(ll ull) =0 is nonempty.

Subcase 2.2: If qur > Oand E ( G,X +r]£0then the expression (1) becomes
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2 ! 1 1 1
Tully, —m*ll ullzz{(szl] —mz} qf+(4XTr”—2Tr“—2m21ru] g, + r’(1-m?)

If the above expression is known as a quadratic function of variable 1qu then the

delta discriminant A’ of the quadratic equation F(lull)=0 is given by
2
A= erZ(ZXT_l—lj >0

which means that the solution set of the quadratic equation F(ll u ll) = 0 is nonempty.

g, ( 2'q,x
Subcase 2.3 If 1qulru <0and %[%+ rJ > Othen the expression (1) becomes

2 ! 1 1 1
Tully, —m* Il ullii{(zxkﬂj mz} qf+[4xkr” +2Tr“+2m21ru] g, + r’(L-m?)

If the above expression is known as a quadratic function of 1qu then the delta

discriminant A’ of the quadratic equation F(lull)=0 is given by
2
A= rz(zxk+l+lJ >0

which means that the solution set of the quadratic equation F(ll u ll) = 0 is nonempty.

We can conclude that there always exists an element U € RF(M or equivalently, a

pair (‘q,,"r,) € R? such that the inequality llullz, < m?|lull3, doesn't hold. Therefore, it
implies that two norms || - ||4,and]| - || 5, are not equivalent.
2.2.2. Fréchet-Caputo fractional derivative
Let E,F be normed spaces and denote L(E,F) by the space of all continuous
mappings.
Definition 2.2.1

LetAcR

and

f € LU Ry, f(1) = Yalq(®),r(t))
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with
q(®),r(t) € LY(J,R)n C(J,R)

Then the Riemann-Liouville (RL) fractional integral of order p < (0,1] of function f is
defined by
§L7§+f(t) = ¢A(1§+Q(t),1§+r(t)).

1

p _ 1 t -1 14 —
where I%.q(t) = — [ (t — )P  q(s)ds, Iy r(t) = )

t _
) j;(t——s)p Lr(s)ds.
Definition 2.2.2

LetAcR

And f € LU, Rra)), f () = Palq(®),7(1))

Let AcR; and f € L, Rea)), f(t) = Pa(q(t),r(t)) with. The Fréchet-Caputo
fractional derivative of order of the function p e(0,1] of function f is defined by

DY EO=F T 0=y (15700, 15°r0).
Definition 2.2.3

Let AeR, be non-symetric fuzzy number and f € L{,Rgp), f(t) =

Ya(q(®),r()) with q(t),rt)el(J,R)NC(J,R) . The Fréchet-Riemann-Liouville
fractional derivative of order p e(0,1] of the function f is defined by

D)= (R TP, () =, (157 9) . 027 0))

Definition 2.2.4

Let AeR; and f € LU, Rea)), f () = Palq(®),r(£)) with q(6),7(t) € L'(J,R) N
C(J,R). The Fréchet-Riemann-Liouville fractional derivative of order pe(0,1] of the
function f is defined by

EDL () =Ty ), () =wa (5 Pa) . (1P ) ).

2.2.3. Application of the Fréchet -Caputo derivative

Consider following fuzzy intitial value problem (FIVP) for fractional differential
equation



96 | TRUONG BAI HOC THU BA HA NOI

{ EDPou(t) = £t u(t) 0

©(0) = o,

where §D§+ u(.)is the Fréchet-Caputo derivative of order p e (0,1] of the continuous
function u(.), o € RT(A)With Ais a fuzzy number and the function f:] x C(J, Re ) =
Rg,,is continous function with J =[0;b].

2.3. Existence of solution
If A isafuzzynumberand u e Ry, is a solution to the problem (2) then it satisfies the
following integral equation
u(®) = po+a KILF(tu), teE]. 2)
Proof
Because f (¢, u(t)) € R, , there exists gz, 77,: ] = Rsuch that

F(t () =y (qq, (), 1, (1).

Assume that is a solution of (2).

From  $DPuu(t) = f(tu()), we have ELI3Pw'(6) = f(t,u(t)) wher u'(t) =
RCIROGEINO))

By taking fractional integration of order p of two sides, we obtain

FILEII () =5 0 (L u(t)).

0" F o

This imlies j; p'(s)ds =35 TP f(t, u(t)) . Therefore u(t) = p, +,5 T2 £ (4, u(t)),ted .

Definition 3.1.1

u eR, is called an intergral solution of the problem (2) if it satifies integral
equation (t) = sty +,5 TP f(t, uu(t)).

On space C(J,R,, )we defined the supremum metric 7+ and weighted metric "d as

follows H(u,Y)=supd,(u(t), Y(t))and "d =supft'd, (u(t), Y (1)}

Theorem 3.1.1

Assume that A is a fuzzy number, the fuzzy-valued function f is jointly continuous

and satisfies the Lipschitz condition w.r.t. the last argument, i.e., there exists a constant L >0
so that
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da(F (€ (), £t (1)) < Ld, (), Y (D).

for allte J, u, Y eC(J,RHA)).
Then, the fuzzy initial value problem (2) has a unique integral solution defined on J.

Proof: Let us define an operator G:C(J,R ) —>C(J, R, )by

GLUI() = po +a8 TP T (8, ().
Assume that (g ,(t),r,(t)) e RxR,(q;, (t),r;, (t)) € Rx Rsuch that

f(t, 1) =wa(@, @)1, 0), Y 0) =y, (0. (1),

Foreach te J and u, Y €C(J, R, ), we have

d (GLed(®), GIYIW))= daGEEIPF (8, n()).E- TP (Y (1))

= g+ (@ru(®) = aro(O)] + gr (pu(t) = 770 (6)]

= g+ (@7 (8) = qpy (D] + 1G4 (17, (8) — T ()]

F(p)f (t =P (|a7u(s) = 4o ()] + |rru(s) = 175 () Ddls

F()f(t—wp1dAfWiKﬂ)f@V(ﬂDdV

f(wwmmm ar )|
+ |rru(s) — v ()

=T®

< LE®) ;2p-1 1-p
=Trent da(Y).

This implies

. LePr(p)*?
t7Pd,(Glul, GIVD < rzp) da(i,Y) ®)

The operator G" is defined by
GMul®) = 6@ ul®)  forallneN,t€].
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Then, we will show that G"is a contraction mapping for a big enough neN. To this
end, by induction principle, we will show that the following estimation holds for all

,UEC(J,]RHA))-We have

2L np+p—11-v
GG @G M) e P ), @

Indeed, if n=1 then we gain the estimation (3) from the inequality (4). Moreover, let
us assume that the estimation (3) is true for n=k and then, we will prove that (3) holds for
n=k+1. Foreach u,Y€ C(J, Ry(4y) and teJ, we have

G [l (0, G VI©) | = daG G Rl (D), GG ul(D))

< da( BT £ 6 GF T (O)EE TP f (6 GFIVI ()
1 t

1o fo (& = )P da(f (s, GK I (), £ (5, [l () dly

< i [o (= PP da(GH Tl (), §F VI

By employing the induction hypothesis, we have

dp(G T W@, G* T I@) LT TPdae,
- I'((k+Dp)
Lk+1t(k+2)p—1
< - @@
-~ I'((k+2)p)
Lk+1t(k+2)p—11-'(p)
r((k +2)p)

where B(p,q) is Beta function [14]. Therefore, the inequality (3) holds for n=k +1.
From the inequality (3), we have

2 f t(t — )Pty iy
0
B(p, (k+ Dp)( "Pda(1,Y))

( PduwY),

L"t"PT (p)
r((m+1p)
Then, by taking supremum both sides, we obtain ~ 17Pd,(G™[u], G™[V]) <

m 1-p
F((n+1)p)( da(1,Y)) = 0asn — oo,

It implies that the operator G"is a contraction when neN is big enough. Applying
contraction principle, we guarantee the unique existence of fixed point . of the operator G"
, that is the unique integral solution of the problem (2). The proof is complete.

1P d,(G" 1] (), G V(D) < ( Pda(uY)).

2.4. Example
In this example, we consider the equation of the mass-Spring-DamperSystem as
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c

(t) + +aku(t) =F(@t) 0<y<1

2y
—— D
02(1—y)F o+H ol-v

where A is a fuzzy number, u(t), F(t) € ]R%T(mthe mass is m, the damping coefficient

is S the spring costant is k anf F(t) represent the forcing function, an auxilary parameter
o is introduced into the fractional tenporal operator:

d 1 dv
Ty MolSysSmmeM=123,..
d? 1 d?v

a2 gzam gy Mmoo lsysmmeM=123..

Consider a constant source, F(t) = f,, u(0) = yo,i—‘t‘(O) = 0, we have equation (2),
may be writen as follow:

2
n
FDGI () = fo—an®u(®)

ko‘z(l_Y)

where n? =

2
We can see that f(t, u(t)) = %fo—Anzy(t)is jointly continous function and satisfies
the Lipschitz condition. So, we obtain the solution of problem is

p(t) = (llo—A %) Ep {—n*tPy}+a %-

where the Mittag-Leffler function Ea(t) is defined by a power as: E,(t) =

m=0 r'(am+1)

3. CONCLUSION

Firstly, in this paper, we introduced a new concept of fractional differentiability for a
class of linear correlated fuzzy valued function namely the Fréchet-Caputo fractional
derivative.

After that, we studied fuzzy fractional PDEs under Fréchet- Caputo differentiability. By
using the fixed point theorem, we have proved some new results on the existence and
uniqueness of fuzzy solution for the fuzzy intitial value problem. Fréchet derivative makes
this problems have only a unique solution instead of having two different types of solutions
such as the usual gH derivative .
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BAI TOAN VE GIA TRI CUA BIEN MO CHO CAC PHUONG
TRINH VI PHAN PHAN SO TREN KHONG GIAN TUYEN TINH
Tom tat: Bai béo tdp trung vao khong gian ham mo awong quan tuyén tinh véi céc tinh
char dgc bi¢t cuan6 R, Dau tién, ching toi hien thi mgt so thuge tinh dac biét cua toan
tir chudn trén hai khong gian vdi Ry Ry withA, = kA;, A1, A, mang lgi cac gia
tri mo. Bén Canh do, ching 16i nghién citu phuong trinh vi phdn phan s6 trong khdng gian
Re ,,bang cach ket hop céc tinh char dac biét cua khéng gian vai c&c phép tinh bdc phéan
$0 va dinh Iy diém ¢4 dinh, chiing 16i dd xdy dung cAc gia thiét dé dam bao rang bai toan

6 nghiém duy nhat.
Tar khoda: Phuong trinh vi phdn, dao ham Fréchet, dgo ham Caputo-Fréchet.
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SMARTPHONE BASED OPTICAL SENSOR FOR
ENVIRONMENTAL APPLICATION

Mai Hong Hanh
University of Science, Vietham National University

Abstact: In the recent years there has been a huge development on the detection devices
using smartphone that are reliable, easy-to-use, and low cost. In this work, a smartphone
based optical sensor is constructed by implementing an external light source, a collimating
lens, a diffraction grating, and a CMOS chip of a smartphone as a detector. The
construction allows the device to function with an optical bandwidth of 300 nm (from 400
to 700 nm) and its resolution of 0.26 nm/pixel. It can be used both for measuring the
absorption, transmission emission spectrum. As a proof of concept, the optical sensor
using smartphone is then applied to investigate concentration of methylene blue (MB), a
reactive dye in wastewater from textile industry. Despite of its cost-effectiveness, the
sensor exhibits reliable results, which can be considerably comparable with that of
laboratory instrument.

Keywords: Optical sensor, smartphone, absorption, methylene blue.
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1. INTRODUCTION

In recent years, there has been an increased interest in the development of simple, light-
weight, low-cost, portable and rapid detection devices for applications related to clinical
diagnosis, health care and environmental monitoring 3. The combinations of portable
mobile devices with internet connectivity, touch screen displays, high resolution cameras,
and high-performance CPUs have facilitated the development of a new device generation.
These kinds of devices are not only suited for scientific research but also for daily work
which normally does not require dedicated instruments and laboratory conditions for
sensing, detection and analysis. Since smart phones are ubiquitous, thus, integrating
detecting smart phones into devices is a promising approach for the creation of a detection
device for public health and environmental protection. As a result, many research groups
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have actively engaged in developing or converting smartphones into optical sensing devices
such as optical microscopes 4, spectroscopy °~/, surface plasmon resonance biosensors 8°,
crystal integrated label-free biosensors 1%, blood glucose monitors 2, or pH sensors 1314,
These devices have been applied for food quality analysis, for diagnosing disease, for
monitoring of nutritional status and water quality, or for determining the presence of
environmental contaminants.

Methylene blue (MB) is one of the most widely used substances for dyeing cotton, wood
and silk. It is also commonly used in textile industry. The release of MB into the water is a
concern due to the toxicity, mutagenicity and carcinogenicity of the MB and its
biotransformation products **-17. Several procedures have been reported for measurement of
MB in different matrices, including UV-VIS analysis, liquid-liquid extraction and solid
phase extraction and final analysis by high performance liquid chromatography 81°. UV-
VIS analysis is a relatively simple method that is the most widely used in various areas.

In the present study, a low-cost, portable, sensitive smartphone based optical sensor for
environmental applications is reported. The optical sensor is based on UV-VIS method
includes an entrance slit, a single lens, a diffraction grating, and a smartphone. This CMOS
camera is a wavelength-independent photon collector that can function as a detector. The
images captured by the sensor are then converted into intensity distribution plots versus
wavelength. The cradle held the smartphone and the optical elements were made by 3D
printing. As a proof of concept, the variation in absorbance of MB with different
concentrations was measured. The obtained results were then compared with that of a
conventional laboratory spectrometer to determine the accuracy, and the sensitivity of the
sensor.

2. CONTENT
2.1. Material and methods

Methylene blue (MB) was purchased from Merk. In this work, six solution samples
corresponding with six concentrations of 0.5 mM, 1 mM, 1.5 mM, 2 mM, 2.5 mM, and 3
mM were prepared.

2.2. Optical setup

The smartphone-based sensor was designed to interface with an iPhone 5s smartphone
by the Apple Inc., of which the camera can function as a digital light detector. A polylactic
acid (PLA) plastic cradle was printed by a 3D imprint machine with the resolution of 0.05
mm. It was installed to hold all the optics including a cuvette holder, an entrance slit (50 um,
Thorlab), a collimating lens (focal length of 50 mm, Thorlab), and a diffraction grating (1300
grooves/mm, Edmund Optics). It is robust and can exclude light from external source. On
top of the cradle, the smartphone camera was fixed firmly. For absorption measurement, a
LED with the wavelength from 400nm to 700nm was used to illuminate the sample cuvette.
Only transmitted light collected was allowed to pass through the entrance slit. Light that
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entered the optical chamber was then collimated by the collimating lens, and guided to the
diffraction grating. The diffraction grating, aligned at an angle of ~ 47 degrees with respect
to the fluorescent beam so as only the first-order diffracted light was directed onto the CMOS
camera (8 MP, 3264x2448 pixels) of the smartphone. The captured images were then
analysed and converted into intensity distribution plots versus wavelength using ImageJ
software. Due to the spectral responsibility of the Si-based sensor and internal infrared cut-
off filters within the camera optics, the sensor can function in a wavelength range from 400
nm to 700 nm. A schematic diagram of the designed detection system is shown in Figure 1.

Prior to studying the sensor characteristics, the pixel information of the captured
fluorescent spectrum was calibrated in wavelength scale. To do this, the established
procedure for calibrating smartphone based optical devices was applied in this work °. In
detail, the entrance slit was illuminated by two lasers: HeCd and HeNe laser with known
wavelength of 442 nm and 532.8 nm respectively. The known wavelengths of the two lasers
and their wavelength separation were used to set the wavelength span corresponding to the
pixel scale along the illumination direction. In this work, the wavelength span of 190.8 nm
corresponds to 571 pixels, leads to a spectrum/pixel resolution of 0.334 nm/pixel. In
comparison with other works on smartphone based devices, the smartphone based sensor
exhibits compatible spectrum/pixel resolution 41°,

smartphone OGS
— —
camera lens /
il
grafing

LED

sam_ple
Figure 1. Schematic of the smartphone based Figure 2. Final assembly of the

optical sensor smartphone-based sensor

2.3. Results and discussion

The absorption spectra of MB with different concentrations measured by a laboratory
UV VIS spectrometer (AvaSpec-ULS2048, Avantes) are presented in Figure 3. The six
samples were illuminated by a LED. The laboratory spectrometer’s detector is a CCD having
a spectral resolution of 0.5 nm. Similar to previous published reports, absorption spectrum
of MB has a strong absorption peak at 663 nm?°. The absorption spectra of the same MB
with different concentrations from the smartphone-based sensor are presented in Figure 4.
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As seen in the figure, the sensor exhibited similar absorption responses in comparison with
that of the laboratory spectrometer. A clear increase at 663 nm with respect to the increase
of MB concentrations observed in both cases demonstrates the potential of using the sensor
for MB detection.
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Figure 3. Spectra absorption of MB Figure 4. Spectra absorption of MB
measured by a laboratory UV VIS Avantes measured by smartphone-based optical sensor
spectrometer
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Figure 5. Calibration curves obtained from smartphone based optical sensor and
laboratory UV-VIS spectrometer results.

In order to evaluate the accuracy and the sensitivity of the smartphone-based sensor,
calibration curves which demonstrate the dependence of peak intensities at 663 nm as a
function of the MB concentrations were taken into account (Figure 5). The slopes of the two
calibration curves which demonstrate the sensitivity of the two sensors are of 0.44 for the
smartphone-based sensor and of 0.41 for the Avantes laboratory spectrometer. The linear
correlations (R?) are relatively relevant of 0.97 and of 0.99. The error of the laboratory sensor
is of 3%, while the error of the smartphone-based sensor is 7%. These positive agreements
confirmed the sensitivity, the accuracy of the smartphone-based sensor. In addition, the
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smartphone-based sensor was made from inexpensive components. It is also compact and
portable, making it suitable for safety food inspection and in-field testing.

3. CONCLUSIONS

A low-cost, accurate, and portable smartphone-based sensor for environmental
applications was developed. The sensor uses a LED as the light source, a CMOS camera of
a smartphone as the detector, and a grating as the dispersive unit. The spectrum/pixel
resolution is 0.334 nm/pixel. As a proof of concept, the smartphone-based sensor was applied
to measure the concentrations of MB. Experiment results showed that if the percentage of
MB increased, a linear increase in absorbance intensity at wavelength of 663 nm occurred.
The smartphone-based sensor showed a comparable sensitivity with that of a laboratory UV
VIS spectrometer. With the noticeable advantages such as small, low-cost, portability, and
high accuracy, the smartphone-based sensors can be effectively used in field trip for fast
detection of toxic dyes in waist of textile industry.
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PHAT TRIEN CAM BIEN QUANG HQC SU DUNG
DPIEN THOAI THONG MINH UNG DUNG TRONG XU LY
NUOC THAI MOI TRUONG

Tém tdt: Trong nhitng ndm gan day, cdc thiét bi sir dung dién thogi théng minh dang duwoc
phét trien mgnh mé. Trong cong trinh ndy, cam bién quang hoc si dung dién thoai théng
minh da dwoc nghién cizu va phét trién. Cam bién bao gom mét nguon sang, mét thau kinh
chudn triec, mét cach tir nhiéu xa va si dung chip CMOS ciia dién thogi théng minh thay
cho detector. Cam bién c6 thé do duwroc phé hdp thu, va phé truyén qua trong ddi buéc
séng khoang 300 nm (tir 400 d@én 700nm) va véi dg phan gidi 0,26nm/pixel. Thiét bi ciing
e sir dung dé do nong dé xanh methylene (MB), mot logi thuoc nhugm trong muoc thai
tur nganh dét may. Mdc di co cau tao don gidn va dwoc ché tao voi chi phi thap nhung cam
bién cho thdy két qua ddng tin cdy, cé thé so sanh dwge voi thiét bi trong phong thi nghiém.

Tir khod: Cam bién quang hoc, dién thogi théng minh, phé hap thy, xanh methylene.
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ABOUT A MULTICLASS TRAFFIC FORECASTING
MODEL OF HANOI

Pham Xuan Hinh
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Abstact: Multiclass traffic forecasting problem is one of the essential problems in
programming and developing traveling system today. In this paper, we represent one
multiclass traffic forecasting model using to forecast transportation of many classes of
objects travelling. Studying this model maybe useful in setting up and organizing the
interprovince traveling system in the Hanoi.

Keywords: Forecasting model using to forecast transportation.
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1. INTRODUCTION

Hanoi city has now been expandedinto a large enough area with a large
population. Transport infrastructure connecting urban districts and suburban districts has
been relatively completed. The problem that we need to construct a usable transport network
for Hanoi city leading to the development of the city. In order to have a good transport
network, in addition to invest in consolidating, upgrading and renewing traffic routes as well
as purchasing equipment and facilities,... an important step is to come up with a network
organization model which is a optimal interdistrict and inter-provincial transportation
network to serve the city's socioeconomic development needs. In order to build an optimal
transportation network, we have to conduct surveys on roads, traffic and goods, etc. at
the central points (districts , towns, townships). This is a relatively difficult work, requiring
a lot of time, effort and money. Due to the growing demands of the transportation network,
in order to have a good transport network and can be used for a long time, we must predict
the flow of passengers, goods and other means at central points and traffic flows of every
area. Then we can make plan developing transportation network for the next years, so that it
meets the needs and demands of current and future economic and social development of each
region. In recent years, when researching on traffic, people are often interested in choosing
the mode of transportation of the participants and dividing these objects into classes. Road
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users have the right to choose their own route, or follow a predetermined route in the most
efficient way. Thus, objects in traffic can travel in two ways, or according to a
predetermined, pre-determined route; or follow an arbitrary route. We divide the objects of
traffic in classes, depending on purposes and travel needs of those objects. For simplicity,
we divide those objects into 2 classes, the first class is the objects participating in traffic
according to the scheduled time (for example: Officials to work, students, students coming
to school,...), the second class is the other travel and truck flows. On each class of objects
participating in traffic, there are different ways to go. When traffic participants find their
own unique route, they themselves form the flow of traffic on the network. This
transportation network will be optimized according to the Wardrop 's variational principle. If
we can predict the size of these objects between two points which are the source and target,
predict form, which class, which route these objects follow, then we can make a plan and
organize the optimal transport network of Hanoi city for the present and the
future. Therefore, in this paper we present a mathematical model that predicts multi-class
travel of traffic participants, combining the starting point (source) - the ending point (target)
and the way to choose the mean of travel, the path of those objects. The solution to the
problem helps us to plan as well as create an effective transport model, meeting the needs
and requirements for the development of Hanoi city.

2. CONTENT
2.1. Mathematical model
Symbols:
| is the class of objects participating in traffic.
m is the way (type of travel) of objects participating in traffic.

dlpqm is the flow of people from starting area p to area ending g by way m of class I.
OL is the total flow of guest of class | originating from area p.
D; is the total flow of guest of class | go to from area p.

R, is the set of splicing routes go from area p to area q.

A is the way of the object to join the traffic without being bound to the route.
T is the way of the road participants according to a predetermined route.
hi,re R, is the flow of (A) of class | from area p to area g on route r of the network.

. . k
K, The fixed truck flow (T) from area p to area q is represented by h'.

V' is the number of people per vehicle, it denotes the relationship between the flow of
people and the flow (A).

In this article we only consider two ways of going (A) and (T) and they are considered
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to be operating independently on the network, so the total cost corresponding to each way is
separate. The cost of taking T is the cost on the routes connecting the area p and areaq
which is fixed and shown by the timetable and fare schedule.

We consider the road network to be a set of points (N) and roads (1); The Northern Delta
region is divided into several provinces, denoted by (Z). The total cost of online travel is a
weighted, linear function for the time passengers stay in the car, the time passengers spend
outside the car of travel, the cost of money as well as the length of the routes (A) . The time
passengers sit in the vehicle of each ramp of the road network is an increasing function of
the total flow through itself. The time passengers spend outside the vehicle on the road
network is the time of entry and exit at the starting and ending points. The monetary costs
incurred on the road network are the ramp and parking fees at the end. The vehicle operating
cost for a ramp is assumed to be a linear function of the time traveled on the ramp (in
minutes) and the length of the ramp (in kilometers). Travel time and length of the distance
are variables of the target function, they affect both: individual travel and operating costs
related to (A) , the impact of these variables on The objective function is represented by the
rating factor. The monetary cost of (T) is the fare of (T). We define the variables related to
cost as follows:

t.(f,) is the time in the vehicle when the vehicle is traveling on the connecting
road a of ( A), which is the function of the total flow f, (minutes).

K, the fee for each vehicle ( A) on the ramp a or parking fees at the end ramp (thousand
VND).

S js the length of the connecting road a (Km).
6% = 1 ifroad a is on route r and is zero in other cases.

Woaau s the time to travel outside the vehicle by ( A) from area p to area g (minutes).

Lo is the time in vehicle of (T) from area p to area q (minutes).

Koq.r the fare (T) from the area p to the area g (thousand VND).

Woarr s the time for going outside of vehicle (T) from area p to area g (minutes).

And other symbols:

v} = 1 is the coefficient corresponding to the travel time in (A), of class I.

v} is the coefficient corresponding to the monetary cost of (A), of class |.

¥4 is the coefficient corresponding to the time spent outside the car of (A), of class I.
vk is the coefficient corresponding to the travel distance of ( A), of class I.

v4 is the coefficient corresponding to the travel time in (T), of class I.

v is the coefficient corresponding to the fare of (T), of class I.

y4 is the coefficient corresponding to the time spent outside the car of (T), of class I.
¥4 is the coefficient corresponding to the waiting time for the transportation of class |



TAP CHi KHOA HOC - S8 39/2020 | 111

participants .
ulis the cost-sensitive parameter of class I.

We have the following mathematical model:

min (d, h) = Z f a(x>dx+2(y2falk Frifis) + 3 B db it

lpq

pq.tr l l l l
> T Lty + Vit + Vit 4V + Y gt Bhan (indbgm — 1)
lpq Ipgm
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T€Rpq

deqm—og;pez;leL

deqm—D’ qeEZ;leL

hi >0,r€R,,pqEZLEL
hf>0,r €R,q,0,qEZ

= > fhafE=) Her+ ) hkst aea
l Ir Ir

The objective of the problem is to minimize the total cost of transport on the
network. From the solution of the problem, we will know how to determine the capacity of
the objects in traffic at both source and target points, from which the route and the type of
route can be selected.

2.2. Preliminary solution
We construct the Lagrange function as follows:

LR = TR = ) uhy( ) b= "‘“‘“) zupq(z hE - K,

lpq T€Rpq rEqu
z 0‘19 Z dpqm ) Z :[’)q Z dpqm

Here u%,q,upq, ap, ﬁq are the Lagrange agents W|th corresponding constraints.

Here
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Taking partial derivative according to the flow variable of (A) of Lagrange function, we
achieve the following optimal conditions:

Z a(fa)5a+]/22k 5a+y425a8a ub, = 0,pq€Z;l€L

a

hl(z a(fa)6a+y22k 5a+y425a5a ul,)=0,pq €Z;1EL

a
Simllarly, we also achieve the optimal condition for the flow (T).

We define the total cost of (A) of route r of class | as:

ch = (2 ta(f)82 +v3 ) kadf +7h ) sa55‘>

a a a
If hl > 0,7 € Ry, ¢t = ub,. That means, if all the flow from p to q is positive flow of
class | then the travel cost of the total flow of (A) is equal.

If hi=0,7€R,ct=ub, . That means, if the flow fromptoqis flow 0 in
class I, then the total travel cost of (A) is not less than the other flows. (These conditions
derive from Wardrop 's variational principle).

The unit of overall cost of (A) is calculated in minutes of the vehicle on the road. Its
corresponding coefficient is the number of minutes in the vehicle on the road per
corresponding unit of variable (cents, number minutes outside the car, km,...). The monetary
cost factor of (A) takes into account the occupancy, the length of the travel that adversely
affects travel and the monetary cost of activity.

The coefficient of the time in the vehicle of the travel on the road in the target function
is equal to 1.

The time spent on the ramp depends on the total coupling flow, applied for two
ways (A) and (T), then take the partial derivative of the O-D variable of
the Lagrange function, we obtain:

_ y 1 ul
(A): <v§>wpqau+(u )ln dby o + (ﬁ)—ap BL=0,pq€Z LEL

T): 1 l l 1 l 1 l l l
( ) ﬁystpq,tr + Vékpq,tr + V7qu,tr + Vs + W In dpq,au - ap - ﬁq = 0: prq € Z; leL

From the above two equations we have:
dpq au — eXp.u vt ap + ﬁq .ul yéwpq,au + uéaq
d;)q tr = expu vt ap + ﬁq .u VS pq.tr + V(likpq,tr + V;qu,tr + )/é
We put
el =yl 4yl
pq,au rq 3"%pq,au

l — 2, lel lg,1 L., l
Cpq,tr - Vstpq,tr + V6kpq,tr + VSqu,tr + Vs
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Thence inferred:
dl — Al OlBlDl _ LAl
pg.au pUpDBqlq €XP —U Cpg,au
l _ Al nlplnl L.l
dpqer = ApOpBgDg exp =l Cpg er

The Lagrange factors are a;,, Bé; moreover, A'p, Bé are defined as:

1/ A, = Z BiDg.exp — p'chy au + exp —u'chy o

1/B) = ZAl 0p.exp — p'chq au + exp —u'chy o
14

3. CONCLUSION

The above text is a traffic forecasting problem model that can be applied to Hanoi
City. Of course, there are other models related to this problem. Choosing which model is
suitable for our processing ability and practical situation can only be solved on the basis of
specific calculations. With the above model, this is a nonlinear planning problem with a very
large number of variables, thoroughly solving this problem is still difficult. However, with
the current development of computer technology, we hope to solve this problem thoroughly,
and can create a good software to implement this model for traffic of Hanoi city.
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VE MQT MO HINH DU’ BAO GIAO THONG DA
THANH PHAN CHO THANH PHO HA NOI

Tém tit: Pé givip cho viéc hoach dinh chién hegce phdt trién mang hedi giao théng néi do
va cdc viing ngoqi thanh dwoc tot thi chiing ta phdi dy bdo dwoc cdc thanh phan tham gia
giao thong cia thanh pho Ha Néi. Trong bai bdo nay, ching toi trinh bay mot mé hinh dy
béo giao théng da thanh phan, dir bdo s di lai ciia nhiéu I6p doi twong tham gia giao
théng. Viéc nghién ciru mé hinh ndy c6 thé sé la hitu ich cho viéc thiét ldp va té chirc mang
luwdi giao thong lién qudn huyén cho thanh pho Ha Ngi.

Tir khéa: M6 hinh dy béo giao théng da thanh phan
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DEVELOPING RSA AND RABIN SIGNATURE SCHEMES
IN CASE OF EXPONENT E=3
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Abstract: The RSA and Rabin signature schemes are both developed based on the difficulty
of the factorizing problem. While the exponent e in the RSA scheme has to satisfy
gcd(e,#(n)) = 1, in the Rabin scheme, e=2 and is always the divisor of ¢(n). On solving the
problem of constructing a signature scheme with low signature-verifying cost for digital
transaction that require authentication of signature validity in a great deal, this study
suggests a signature schemes base on the graphical model in case of exponent e= 3 and 3
is the divisor of ¢(n). This scheme is similar to the Rabin scheme, with e=3 as the divisor
of (p-1) and (g-1). With exponent e=3, the schemes have low signature-verifying cost,
which meet the requirement of the problem above.
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1. INTRODUCTION

In digital transactions, there are many activities that require authentication of signature
validity in a great deal, such as the profile admission of public administration service;
activities in which authentication is considered compulsory, such as inspecting digital
certification. Therefore, in order to use digital signature efficiently, signature-verifying
algorithm consuming little time needs to be applied.

Evaluating the digital signature systems that have been included as standard RSA
(Rivest—Shamir—Adleman-the first public key cryptosystems), discrete logarithms (DL) and
elliptic curves (EC) with input parameters of the same level of safety given in Figure 1 (cited
from FIP 186-2 [1], NIST 800-56 [2] and presented by Darrel Hankerson in [3]), Lenstra and
Verheul turned out that in case of a small exponent (e = 3), RSA was more efficient than EC
and DL systems [4], [5].
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According to the RSA signature scheme with small exponent, in publication [6] in 1979,
M.O Rabin proposed a key signature scheme with an exponent e = 2. The choice of e =2 has
brought the outstanding advantage that Rabin's signature-verifying algorithm only requires
a modulo squared operation. In the RSA scheme, with n = p X g (p, q are primes), we have
ged(e,p(m)) = 1 (with ¢p(n) = (p — 1) X (g — 1)). In the Rabin scheme, by choosing
e=2, we clearly have e as the division of ¢(n), which means the parameters p, q satisfy p =
q = 1 (mod 2). When proposing a signature scheme [6], Rabin noted that if there isp =
q = 1 (mod 3), itis possible to replace the congruent quadratic equation with the congruent
cubic equation to produce a signature scheme with safety ensured by the factorizing problem.

Security level (bits)
80 [12 128 192 256
(SKIPJACK) (Triple-DES) (AES-Small) (AES-Medium) (AES-Large)

DL parameter g
EC parameter n
RSA modulus n
DL modulus p

160 224 256 384 512

1024 2048 3072 8192 15360

Figure 1. Security level

In 1980, Williams improved the version of the Rabin scheme, abbriaviated to RW [7].
This scheme only required one Jacobi symbol calculation while the Rabin scheme required
4 Jacobi symbol calculations for creating the signatures. With such ultimate feature, it was
brought into ISO/IEC 9796 standard in 2002 [8]. In 1986, based on the improvements made
on the Rabin scheme in the RW scheme [7], Williams proposed a RW-based signature
scheme with an exponent e = 3.

Apart from the research of Williams [7] [9] [10], there were numerous other research on
improving the RSA scheme with small exponent, such as the authors J. H. Loxton, David S.
P. Khoo, Gregory J. Bird and Jennifer Seberry [11], Scheidler [12],... These results
constructed a version of the RSA scheme with e=3 and larger class of primes p and g.

In [13], we proposed a deterministic signature scheme combining RSA and Rabin for the
case where p - 1 is a multiple of 3 and g - 1 is primate with 3. The proposed scheme cost
little verification time as a 3 exponent modulo.

On solving the problem of constructing a signature scheme with low signature-verifying
cost for digital transaction that require authentication of signature validity in a great deal, in
this paper, the we propose a probabilistic signature scheme based on RSA and Rabin with
the exponent e = 3. The organization of this paper is organized as follows. In section 11, the
paper presents the mathematical basis of the signature scheme as the open problem the square
root on Z, with p is the prime number larger than 3. In section 11l and 1V, a probabilistic
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signature scheme and the correctness and safety of the proposed scheme are presented.
Finally, section VV summarizes obtained results and future research.

2. CONTENT
2.1. Mathametic base
2.1.1. Symbols
With all a € Z, corresponding only with (ap,a,) € Z, X Zq With a, = a mod p and
aq = amod q and reverse mapping, denoted as CRT, is determined by the formula:
CRT(u,v) = (q.(¢* mod p).u + p. (p" mod p).v) mod n Q)
- Mapping on the preservation of multiplication means:
CRT(u.x mod p,v.y mod q) = CRT(u,v). CRT(x,y) mod n 2

2.1.2. Some additive results.
a) Lemma 1: With the prime p = t. k®* + 1 with gcd(t,k) = 1, denoted as :

u = —t"! mod k; €))
Then d defined by
u(p—1) +k®
d= S
IS an integer.
Proof

Asp =t. k% + 1, we have:

ulp—-1D+k°5 uwtk®+k5 ut+1
= ks+1 = ks+1 = k

d

According to (3):

ut=—t.t 'modk =—-1modk
then

ut = xk — 1 with random integer x.
Then, we have:

= xk—1+1 _
k
So, d is an integer.
b) The value p and d when k=3
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In the case of s=1, then p =t.3 + 1 with gcd(t,3) =1

We have t=1, 2 (mod 3).

More specifically, we have:

— Witht=1 (mod 3) then p =4 (mod 9). According to (3), we have u =2 (mod 3)
— Witht=2 (mod 3) then p=7 (mod 9). According to (3), we have u= 1 (mod 3)
Then d is obtained by using the help of (4).

2p +1

withp = 4 (mod 9)

pt2 .

TWlth p = 7 (mod 9)

c) Definition 1 (Function CR, where the letters CR stand for "Cube Root")
Given p #1 (mod 9) as an odd prime, we have:

[3'mod(p-1) néup # 1(mod3)

| 2p+1

d= 5 néup = 4 (mod?9) (5)

p%z néup = 7 (mod9)

Function CR (., p): GF(p) — GF(p) is determined by the following formula:
CR(a, p) = a% mod p. (6)
with GF(p), where the letters GF stand for "Galois field", is a finite field that is given by
the integers mod p when p is a prime number.
Then, we have :
Lemma 2. With p # 1 (mod 9) as an odd prime, then with a € GF*(p) we have :
If p# 1 (mod 3) then

CR(a,p)* = a (mod p). @

If p = 4 (mod 9) then
CR(a,p)? = a.(apT_l)z(mod 0). (8)

If p = 7 (mod 9) then
CR(a,p)* =a.d’s (mod p). 9)

Lemma 3.
Considering the equation below with a € Z,,.


https://en.wikipedia.org/wiki/Integers_mod_n
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x3 = a (mod n). (10)

We have results as follows.
Conditions needed and sufficient for (10) to have a solution:
p—1
a3 modp=1 11)
Then, a solution of (10) is given by the following formula:
X = CRT (CR (amaod p, p), CR (amod g, g)). (12)

Corollary 1. If n can be analyzed into factors p and g, then equation (10) always be
solved.

To the best of authors knowledge, there has not been any publication that indicates a
solution of (10) can be found without knowing the analysis of n. In contrast, there has not
been a claim that n can be analyzed if the equation (8) can be solved. Here, this paper would
give a possibly closest result that can solve the opposite problem as follows.

Clause 1. If two different solutions of equation (10) are found, then n can be analyzed.
Time cost for arthmetic operation on Zn.
The cost of running time some algorithms performing arithmetic operations:

(1) The cost of adding or subtracting two k-bits is O (k) [14, pp. 30-31].

(2) Multiplying two 2.k-bits integers by the method of Karatsuba-Ofman requires three
k-bit double multiplications [14, p. 51]. At this time the multiplication cost, denoted
by M, and the cost for squaring two large numbers, denoted by S, are approximately
equal (M = S). Moreover, we also get the cost for multiplication:

M = 0(k1n3/ln2)_

Formula 13. M (k) is the computation cost to perform a multiplication of two k-bit
integers. Then with all positive integers h, k we have:

M(h) ~ 3t M(K), with t = log, (E) (13)

A 2.k-bit truncation algorithm in one modulo k-bit using Barrett's math requires two
multiplication of k-bit numbers [14, p. 36]. Infer the value t = log, (E) = 1.. Therefore, the
result is:

Formula 14: The cost of implementing a reduced multiplication in modulo n is

approximately (14)

(3) Jacobi symbol-calculating algorithm for a number modulo k-bit base on the rule of
reciprocal square has complexity as 0(k?) [15, p. 98].
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(4) The calculation cost of the inverse of a number in modulo k-bit, denoted by I, and
the cost of dividing a number by modulo k-bits, denoted by D, according to
Sorenson's algorithm has complexity O (k ~ 2 / Ink) [15, pp. 463-465].

(5) According to formula (1), performing the CRT function requires two inverse modulo
p and a division modulo n. According to the results shown in Table 2.1, the cost of
the inverse modulo k - bit is equal to the cost of a division modulo k - bit and that
cost is k2 /Ink. So the time cost for a CRT function calculation is 3. k2 /Ink.

The time cost for arithmetic operations on Zn is summarized in the following table.
Table 1. The cost of runtime of arithmetic operations on Z,

Operation Complexity Algorithm
The cost of adding or subtracting two Kk-bit [14, pp. 30-
: O(k)
integers 31]
The cost for multiplying two k-bit integers M(k) = o(kl"3/ln2) [14, p. 51].
:]'he cost for ashortened multiplication in modulo 3. M(len(n)) [14, p. 36]

Calculating Jacobi symbol of a number in modulo

2
k-bit according to the law of reciprocal squares 0(k%) [15, p. 98].
The calculation cost of the inverse of number ) [15, pp. 463-
modulo k-bits O(k*/nk) 465].
The cost for divide a number by modulo k-bits 0(k?/nk) [15,4%%]463-

2.2. Signature scheme PCRS

As stated in the introduction, this paper proposes signature schemes that have a low cost
for verifying algorithms for use in one-stop transactions. The Rabin and RSA schemes, with
exponent e as small as possible, have the feature above. In this section, the paper proposes a
probabilistic signature scheme, namely PCRS. Similar to the Rabin scheme, the parameters
p, q of PCRS satisfy the condition p = q = 1 (mod 3).

2.2.1. Systematic parameter
System parameter for signature schemes includes:
Integer n = p.q with p, g are two primes so that:

— p=3.t+1withgcd(t3)=1

15
— andqg=3.k+1with gcd(k,3) =1 (15)

Hash Function: {0,1}* — {0,1}" satisfies security requirements for codes.
Secret parameter dp, dq can be defined as follows:
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2p9+1 if p =4 (mod 9)_
= p%;zifp57(mod9)’
2 (16)
12 if g = 4 (mod 9)
-1 {%2 if g=7 (mod9)’
2.2.2. Signing message.
Algorithm 1
Input: M € {0,1}* is the message to be signed.
Output: (R,s) € {0,1}*xZ,, is the signature in M.
1. Repeat
R = Random({0,1}¥);
h = Hash(R||M); a7
t= hpT_lmodp;u = th_lmod q;
until (t==1) and (u==1)
2. hp=h mod p; hy=h mod q; (18)
4. Sp = th mod p; s, = hgq mod q; (19)
5. 5= CRT(sp,Sq); (20)
6. return (R, S); (21)

2.2.3. Verifying Signature.
Algorithm 2
Input: M € {0,1}*; (R,s) € {0,1}*xZ,, is the signature in M.
Output: Accept €{0,1} only accept the validity of the signature if and only if

Accept = 1.
1. h = Hash(R||M);
2. t=s3mod n;
3. Accept = (t==h);

return Accept;

2.2.4. The correctness of the signature scheme
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The correctness of the PCRS scheme is given by the following result:

Clause 2. All signatures (R, s) on text M created from algorithm 1 have an output value
of 1 according to algorithm 2.

Proof:

According to step 1 of algorithm 1 that creates a signature, we havet=1and u =1 so
from the formula (17) we have:

— hpT_l modp =1 (22)
Since h satisfies (22), the equation: s*> = h (mod n) always has solution s = CRT (s, 54)

According to formula (19) we have:
s; mod g = (hgq)3mod q= (hqu)mod q
And :

sp mod p = (th)3mod p= (h;dp)mod p

2p+1

— Ifp=4(mod 9) then 3d, = 2= = 1+ 22, s0:

p-1
sp mod p = (h:,d”)mod p= h£1+2 3 )mod p

Nt p-1\?
= hy.h, * modp=hp.<hp3 > modp = h,,

— prE7(m0d9)then3dp=pT+2=1+pT_1,SO:

L4bo1
spmodp = (hzd”)modp = hg T3 )modp
p-1
= hy.h,*> modp = h,

Similarly, we have: s mod q = h,
So:
{sg mod p = h,
samod q = hy
From formula (20) we have:

3
s* = (CRT(sp54)) = CRT(s§ mod p, s mod q) (23)

= CRT(h,, hy) = h
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From the result gained from (23) we have a comparison (t == h) in step 3 of the PCSR1
signature-verifying algorithm that always returns a result of 1 (true). Therefore, Accept =1.
This is what needs to be proven.

2.3. Time cost to run the PCRS schemes
2.3.1. Calculation cost of PCRS scheme

The cost of the signing algorithm is calculated based on the steps to conduct the algorithm
and the size of the input parameters. Therefore, with size of modulo p guaranteeing security
given in figure 1, we consider the size of parameters d,,, d, based on formula (19)

According to formula (19), we have:

~  Withp =4 (mod 9) then d,, = 2p9+1 <E. Thus, the size of d,, is smaller than the

size of modulo p at least 2 bits, which means len(d,) < len(p) — 2.

- Withp =7 (mod 9) thend, = % < g. Thus, the size of d,, is smaller than the

size of modulo p at least 3 bits, which means len(d,,) < len(p) — 3

- We have equivalent result with parameter d,,.

—  So, the size of d,, and d; is 2 to 3 bits smaller than the size of p, g. To simplify the
calculation while guarantee the validity of the calculation of time cost for running algorithm,
we can choose the case of maximum length of d, and d, , which is equal to len(p).

Considering the calculation cost of the signature-creating algorithm (algorithm 1)

— Instep 1, the algorithm executes the loop with the stop conditiont=1andu=1
with the power of h being the cube root of the unit. Since the probability of finding a third-

degree surplus is % so in loop 1 of algorithm 1 we need to do it in the 32 = 9 times of the
exponentiation. We denote t,,,, as the time cost for a power calculation, then the time cost
for step 1 is approximately 9. ¢,

— Instep 2, two modulo are operated so the cost is 2. In(len(p)).

- Instep 3, two exponentiations are operated so the cost is 2. t,,,

— Instep 4, a CRT function calculation is needed, we denote it as tgr.

Considering the computational cost of the signature-verifying algorithm (algorithm 2)

— Instep 2, a power of 3 on Z,, is required (by 2 multiplications). We denote t m as
the time cost of performing a multiplication, then the time cost of step 2 is 2. t,,.

From the above analysis, we obtain the time cost of the PCRS scheme as follows:
The cost of the signature creation algorithm, denoted as T;, and the test algorithm,
denoted as T, in the PCRS sheme are given by the following formula:

T, =11x texp T 2. ln(len(p)) + terr (24)
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According to the square-multiplication method, the average time cost for u
exponentiation is calculated by multiplication t.,, = 1.5 len(u). ty,.

Moreover, according to the results given in table 1, the cost of multiplying two integers
of which lengths is k - bit is k*3/!"2_ Therefore t,,, = k"3/12,

According to formula (1), performing the CRT function requires two inverses of modulo
p and a division by modulo n. According to the results shown in table 1, the cost of the
inverse in modulo Kk - bit is equal to the cost of a division by modulo k - bit and that cost is
k? /Ink. So, the time cost for a CRT function calculation is 3. k?/Ink.

With the security-guaranteed size modulo p given in figure 1 and the parameter d,, given
by the formula (19), we have the same size parameter d,, of size modulo p.

Clause 4. The cost of the signature-creation algorithm, denoted as T;,, and the verifying
algorithm, denoted as T, in the PCRS scheme are given by the following formula:

n3 3len(p)
T, = 16.5 x len(p) x len(p)2 + 2.In(len(p)) + Inlen(p)
Then:
In3 3len(p)
_ 241 - 2
T, = 16.5 X len(p) mz"" + 2.In(len(p)) T inlen(p) =
And:
In3
T, = 2 X len(p)n2 @7)

2.3.2. The effectiveness of the proposed schemes

The PCRS scheme is probabilistic, combined with the principles of the RSA and Rabin
schemes in case of e=3.

In loop 1 of algorithm 1, we need to perform averagely 32 = 9 times (because the
probability to find a third-degree surplus is %). In general, with a similar development of

Rabin for verifying exponent that is prime e, the complexity of the signature-creating
algorithm will require averagely e? times in the loop to find an e-degree surplus. Thus, the
PCRS scheme’s signature-creating algorithm has greater complexity than Rabin's because
the Rabin scheme needs to perform averagely four times in the loop.

2.4. Security of the schemes PCRS

To create a valid signature onto document M depending on the scheme PCRS, a
counterfeiter has two choices:
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Firstly, from the public parameter n, the counterfeiter has to find two prime numbers p,
g with n=p.q. With p and g known, dp and dq are found, therefore counterfeit signature can
be created. To do this, the counterfeiter has to solve the factorizing problem.

Secondly, if there is no secret parameter (p,q), the counterfeiter has to find a root of the
cubic congruent equation depending on modulo n. The finding of a root of equation (10) is
called “CRP-Cube Root Problem”.

According to Consequence 1, if n if analyzed into factors p and g, then the cubic
congruent equation can always be solved depending on modulo n. And according to Clause
1, if two different roots of the equation (10) are found, then n can be analyzed.

So, the security of the signature schemes is guaranteed by the difficulty of the factorizing
problem and CRP problem. The factorizing problem was proven by digital theory to be
difficult and is the mathematic base for a lot of the encryption systems. The CRP problem
was proven by Consequence 1 to be led from the factorizing problem. This is why the
signature scheme PCRS is safe.

3. CONCLUSION

In this paper, we have suggested a signature scheme based on the probabilistic model
that is developed on the RSA and the Rabin scheme in case of e=3, in which the PCRS
scheme is similar to the Rabin but with e=3. The PCRS is a combination between RSA and
Rabin when e=3 is the divisor of p-1 but coprime with g-1. The significant features of the
suggested schemes in this paper are algorithm creating signatures without calculating Jacobi
symbol and signature-testing algorithm based on the Rabin scheme (which leads to its low
cost). These diagrams have security based on the difficulty of analyzing n in the sense that
if n can be analyzed, the schemes can be broken. So far, there is no effective algorithm
(polynomial time) that breaks one of the signature diagrams mentioned above.

The signature schemes suggested in this paper guarantee safety and have low verifying
cost. This is one of the vital features so that the digital signature schemes can be implemented
in digital administrative and commercial services.
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PHAT TRIEN CHU KY SO RSA VA RABIN VOI SO MU E=

Tom tdt: So' do chit ky sé RSA va so' do chit Ky sé Rabin déu la cdc hwge do chi ky duwoc
xay dung trén co sé tinh kho gidi cia bai toan phan tich so. Néu nhuw s6 mii xdc thuc trong
chir ky s6 RSA 14 e phai théa mén ged(e, /(n)) = 1 thi trong hé Rabin e=2 va luén la woc
cia g(n). Theo hirong két hop gidta RSA va Rabin, bai bdo dé xudt lugc do chik ky theo mo
hinh xac sudt cho trirong hop $6 mii xdc thuc e= 3 va 3 la wéc cua ¢n).

Ter khoa: RSA Signature Scheme, Digital Signature Scheme, Rabin Signature Scheme,
Cube Root Signature Scheme.



126| TRUCGNG BDAI HOC THU BA HA NOI

AN INTUITIVE SOFTWARE FOR TEACHING
AND LEARNING CYBER ATTACKS

Tong Anh Tuan
People's Police University of Technology and Logistics

Abstract: Currently, cybersecurity issues are of great concern, and at the same time, this
major is being increasingly trained at universities in the country. In this article, we outline
some common types of cyber-attacks such as SQL Injection, Cross Site-Scripting, Denial
of Service, and introduce a software that simulates those attacks through objects,
processes, and illustrations. This software supports teachers as well as students in the
process of teaching and learning.
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1. INTRODUCTION

At present, the information security field is increasingly interested in training at
universities. This area covers the security of network and information infrastructure,
computer security, data, and application software, as well as research and development of
public products and technological solutions. According to the project, "Project of training
and developing human resources for information security until 2020" sets out the task of
training human resources at 08 key training institutions on information security and
producing more than 2,000 high-quality information security personnel who graduate from
universities or higher education institutions [1].

About information security teaching, students need to understand cyber-attack
techniques in general and each stage and specific principles of each technique in particular.
Typically, some common cyberattacks nowadays include SQL Injection (SQL.i), Cross Site-
Scripting (XSS), Denial of Service (DOS) [2]. To show the principles and stages of these
techniques, the conventional method used is to present the theory, interpret steps through
diagrams, drawings, or practice specific Lab exercises.

In this article, we introduce the Cyber Demonstration software, teaching, and learning
support tool. Accordingly, the software will simulate and illustrate the principles and steps
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of common attack techniques such as SQL.I, XSS, or DOS. The structure of the paper is as
follows: Part 11, we summarize some of the current cyber attack techniques; In Part 111, we
introduce the Cyber Demonstration software with functions and interfaces and finally,
Conclusion.

2. CONTENT
2.1. Some common types of cyber-attacks
2.1.1. SQL Injection attack

SQL Injection (SQLI) is a cyber-attack technique that targets databases. Attackers often
manipulate middleware with the ability to interact with the database, taking advantage of
vulnerabilities that do not fully control the input data on computer software to execute SQL
statements on the basis. database [3]. These SQL statements can allow a hacker to bypass
login, collect and destroy all data. This is an attack technique that disrupts the translation and
can also expose or lose all data.

Figure 1. lllustrating the basic steps in the SQLi attack. Accordingly, hackers will
interact with the database through the functions available on the website and execute
dangerous SQL statements to exploit the system.

The SQL queries is
executed on the Database

g ’ aerver

Hackers receive information Results returned
from the Server

Hackers insert SQL queries

Figure 1. lllustrating the basic steps in the SQLI attack

SQL.i attacks are classified into 4 primary groups as follows:
- Attack passing log;

- Attack using SELECT statement;

- Attack using INSERT statement;

- Attack using Stored Procedures.

SQLi vulnerabilities can be prevented by examining input data conditions, removing
unusual characters and keywords, and limiting feedback from database servers.

2.1.2. Cross-Site Scripting Attack

Cross-Site Scripting (XSS) attack is a technique of inserting HTML tags or scripts that
can be dangerous for users into websites. These include potential risks where users who may
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have their Cookies stolen, their information typed or interacted on a fake Webpage [4].
Figure 2 depicts the basic steps in an XSS attack.

< Hackers send malicious scripts to victims
Attacker Victim

\ Deceived victims
access fake website

AN

Private information such as The victim's browser executes
Cookies, Passwords is stolen and the malicious script

sent to hackers
Website

Figure 2. Basic steps in XSS

Unlike the SQLi vulnerability that affects database servers, the XSS vulnerability
primarily affects Web users.

2.1.3. Password attacks

In most applications, information systems today, passwords are commonly used as an
authentication method. Although more reliable authentication methods such as biometric
authentication, asymmetric keys, OTP codes are being developed and applied more and
more, password authentication still accounts for the majority.

Hackers are always looking for a user's password to gain access to their accounts. We
have three techniques for discovering passwords:

- Brute Force: This is a technique that hackers will access the login interface of users,
in turn, use the Username / Password pairs to check the probability of success [5]. In
particular, the password is the sequence of characters that can be generated in turn in the
password space. Hackers try every possible password in turn and stop when they find the
right password. This technique has the advantage of undoubtedly yielding results; however,
in the case of large password spaces, it takes much time to check, resulting in a lack of
practical feasibility.

- Dictionary: This is a technique that tries passwords in turn, similar to Brute Force, but
with a more limited password space. This space is made up of information about name, date
of birth, personal information, or list of common passwords. Most users tend to set fairly
common passwords or passwords related to personal information. Dictionary technology
takes advantage of these trends to predict and find passwords faster than Brute Force.
However, this technique does not always yield results.



TAP CHi KHOA HOC - S0 39/2020 | 129

- Keylogger: In this technique, hackers try to find the password from the data obtained
from the user's keyboard [6]. To eavesdrop on keyboard data, the spyware will be secretly
installed on the victim's device. When all keyboard data is recorded and sent to hackers, they
have a high chance of filtering out passwords from this information.

2.1.4. Denial of service attacks

Denial of service is an attack in which hackers take advantage of the design of packets
and protocols to execute unusual queries in large numbers, causing the recipient of that query
to have resources exhausted, resulting in a usual inability to provide services.

Some techniques of denial of service attacks include SYN Flood, Smurft Attack,
Teardrop, or ICMP Flooding [7].

- SYN Flood: In this technique, hackers take advantage of the loophole of the "three-
step handshake" procedure in TCP communication to cause system flooding. Hackers will
continuously send SYN packets to the receiving machine, receive SYN / ACK packets but
do not respond with ACK packets as usual. This causes the victim machine to consistently
allocate resources for these processes, resulting in exhaustion of system resources.
Oillustrates the steps to attack the SYN Flood.

Attacker

SYN Packet —
I~y /e
\ SYN Packet L\l

SYN-ACK Packet -
P

s SYN-ACK Paeket
) /

° SYN-ACK Packet
P

Figure 3. lllustrates the steps to attack the SYN Flood

- Smurf Attack: Hackers continuously send a large number of ICMP packets with the
source IP address as the address of the victim machine to a network using a broadcast
address, other computers in the network receiving ICMP messages will send back the
response to the machine with the source IP address as the address of the victim machine; In
the case of a vast number of computers in the network, the victim machine will be
overloaded, resulting in the inability to operate normally.
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- Teardrop attack: All data transmitted on the network to reach the target system must
go through two processes: separation at source and reassembling at the destination. In the
source system, the data will be divided into packets, each of which has a specific offset value
to determine its position in the data. When these packets arrive at the destination, the system
will rely on the value of offset to organize the packets to recreate the original data. In a
Teardrop attack, hackers will send a series of packets with abnormal and non-renewable
offset value to the target system. The destination system will not be able to rearrange the
packets after receiving the packet; the system will spend much time to resolve, which results
in flooding or errors.

In addition to the classic denial of service techniques, hackers now often use Botnets or
servers on the Internet to increase the size of the attack, which is large enough to defeat the
large systems in the network for a long time. DDOS -distributed denial of service and
DRDOS- reflection denial of service are characteristic of these attacks.

2.2. Introducing the software supporting the training of cyber attack techniques

Besides traditional teaching methods, using whiteboard tools, chalk slides nowadays,
new methods, using new tools are always encouraged to be applied to support learning,
teaching, improve the vividness and visualization of the lessons.

In this section, we introduce the Cyber Demonstration software, a teaching aid tool built
on the Windows operating system. Accordingly, the software will visually and vividly show
the fundamental processes of a network attack technique such as SQLi, XSS ..., through
scripts, objects, and motion effects designed based on the basis of the theory of that
technique.

2.2.1. Platform and development process

Cyber Demonstration software is developed based on C # programming language,
Microsoft .NET Framework 4.7.2 platform, Microsoft SQL Server 19 Database management
system, and Ul platform are Windows Presentation Foundation [8].

Software
requirements
specification

Scenario Software
design programming

Demand Testing,

survey optimization

Figure 4. The main steps in building Cyber Demonstration software
The software development process follows a waterfall model [9], with the main stages
described as 0
- Demand survey: Collecting, understanding users' needs;

- Software requirements specification: Defining the functions, environment and
operating conditions of the software;
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- Scenario design: Based on the theory of network attack techniques such as SQL.I, XSS,
DOS to build a suitable illustration scenario.

- Software programming: Using C # language, the .Net Framework platforms to design
and build software;

- Testing, optimization: Testing and refining, optimizing content based on the opinions
of students and teachers.

The software is designed and programmed in the 3-layer model, including GUI Layer,
Business Layer, and Data Access Layer, with relationships shown in Figure 5.

User — GuI

W

| Business |

/N

W% Database

Data Access @

Figure 5. The 3-layer model in software design

- GUI Layer: A user interface layer, providing information display functions, providing
objects for users to interact with the system.

- Business Layer: This layer receives requests from the GUI layer and accesses the Data
Access layer to retrieve information and return to the GUI.

- Data Access Layer: This layer performs the access function to the database, serving
queries sent from the Business layer.

2.2.2. The function of the software

Cyber Attack software is installed and operated on Windows operating system
environments such as Windows 7, Windows 8.1, and Windows 10. With scenarios
simulating standard network attack techniques today, including SQL Attack Injection, Cross-
Site Scripting, Denial of Service, Keylogger, Password Detection, Distributed Service
Denial, and Denial of Reflection Service. Details of the illustrative techniques are listed in
Figure 6.

Each illustrated scenario includes the following components:
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(1): Subjects: Including subjects representing objects in an attack such as Hackers
(Attacker), Users (Users), Victims (Victim, Server), Control Server (C&C) Server), packets
(Packet).

(2) Processes: Include behaviors, interactions between objects to illustrate each stage in
a cyberattack.

(3) Descriptions and supporting tools for practice.

Cyber SQL Injection Bypass
Demonstration SELECT
INSERT

Procedure Injection

Cross-Site Scripting Reflected XS5

Stored XSS

DOM-based XSS

DOS Tear Drop
Smurf Attack

Ping of Death
SYN Flood
ICMP Flood

Password Brute Force

Dictionary

Others bbos
DRDOS

Keylogger

Figure 6. The techniques are presented in the software

2.2.3. Software interface

The main interface of the software is divided into three primary columns. The left
column is the list of attack techniques; The right column shows the attack steps, and the
middle column is the illustrated scenario. The list of attack techniques presented by the
software is listed in Section I1.2.

An example of simulating the SYN Flood attack technique with users, hackers, victims,
and packets is illustrated in Figure 7.
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Figure 7. Illustration interface of the SYN Flood attack technique

Cyber Demonstration software can be installed simply through the graphical interface,
stable operation on two popular operating systems today, Windows 7, and Windows 10. The
software is compatible and stably operated with the following utilities: basic presentation
tools such as projectors and projection pens.

3. CONCLUSION

In this article, we have summarized some common types of cyber-attacks, such as SQL
Injection, Cross Site-Scripting, or Denial of Service. At the same time, we have introduced
Cyber Demonstration software to support teachers and students in teaching and to learn about
these offensive techniques. The objects, actions, events, and principles in an illustrated,
simulated attack help learners gain a new approach when learning about cyber attacking
techniques. In the coming time, the author group will continue to develop to upgrade and
add new functions and techniques to make the software more useful for users.
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MQT PHAN MEM HUU ICH HO TRQ CHO HQC TAP
VA GIANG DAY VE TAN CONG MANG

Tém tdt: Hién nay, vdn dé an ninh mang dang nhén dwoc nhiéu quan tam tir moi nguoi.
Pong thoi, chuyén nganh An toan théng tin ciing dang dwoc dao tao ngdy cang nhiéu &
cde trirong dai hoc trong cd miréc. Trong bai béo ndy, ching toi trinh bay mét sé kj thugt
tan cdng mang phé bién nhwe SOL Injection, Cross Site-Scipting, Denial of Service... va
gidi thiéu mgt phan mém mé phong céc ki thudt dé thong qua cdc doi twong, tién trinh va
diz liéu minh hea. Phan mém hy vong sé la mgt cong cu hizu ich hé tro gido vién, hoc sinh
trong qua trinh day va hoc.

Tar khoa: Cong cu giang day, SQL Injection, Cross Site-Scripting, Denial of Service.



