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Abstract:
The present work deals with the electronic structure of inorganic molecules in form ring, containing semiconductor atoms. Cyclobutadiene is the original ring before adding the silicon atoms and amino radicals. The present study includes six ring molecules . One quantum method is used to find the electronic properties of the studied molecules; it's: density functional theory with B3LYP/3-21G** level, it used to investigate  the ionizations potential, electron affinity, chemical potential, total energy, energy gap, dipole moment and hardness. Calculations are carried out by employing the Gaussian 2003 program.
 The silabutadiene molecules are  more reactive, also  hardness and energy gap decrease with increasing of  silicon atoms and amino radicals added compare with the original ring, this means that adding silicon atoms lead to new electronic materials .
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الخلاصة :
        يتناول البحث الحالي التركيب الالكتروني لجزيئات لا عضوية على شكل حلقة  تحتوي على ذرات شبة موصلة. ان البيوتادين الحلقة الاساسية قبل اضافة ذرات السيليكون  وجذور الامين.  يحتوي هذا البحث على ستة جزيئات حلقية. أستخدمت طريقة واحدة من طرق الكم لايجاد الخصائص الالكترونية للجزيئات المدروسة  وهي طريقة دالة الكثافة ذات المستوى B3LYP/3-21G**) )هذه الطريقة أستخدمت لايجاد جهد التاين والالفة الاليكترونية والجهد الكيميائي و الطاقة الكلية و فجوة الطاقة و عزم ثنائي القطب والصلادة .تم الحصول على الحسابات بواسطة برنامج كاوس 2003.
      ومن أهم ما توصلت أليه الدراسة هو إن استبدال ذرات الكربون بذرات السيليكون مع اضافة جذور الامين يجعل الجزيئة أكثر مرونة وتزداد فاعليتها مع المحيط مقارنة مع الحلقة الاصلية ، حيث تناقصت الصلادة بإضافة ذرات  السيليكون إضافة إلى تناقص عرض فجوة الطاقة وهذا يعني الحصول على مواد الكترونية جديدة .
1- Introduction: 
       Cyclobutadiene ring is a four atoms of carbon bonded together by strong covalent bonds, in form cycle, it is an even attendant ring [V. I. Minkin, et al;1994], anti- aromatic [S. K. Ritter; 2004], the four identical bonds have a bond order of 0.5, which is significantly below the average for acyclics [Z. Chen, et al; 2003] ,this system have π-electron densities of unity in its ground neutral state [John P. Lowe, et al; 2006]. A series of theoretical and π interactions [M. Mascal, et al; 2002] and cation -π interactions [B. L. Schottel, et al; 2008] the interaction of anions and cations on different faces of the same π-system have been studied [I. Alkorta, et al; 2007].
           Cation -π interactions that play important roles in many forefront sciences [K. S. Kim, et al; 2000] ,the importance of this kinds of interaction within various areas of scientific research is widely recognized ,and this mode of interaction has been the subject of several recent review and perspectives articles [P. Metrangolo, et al; 2008]. When replacing the carbon atoms by silicon atoms with rearrange cycle it's called silabutadiene ring and its transformed from organic to inorganic composites [L. Pavesi, et al; 2010, Yoshizawa, et al; 1999].
Silicon materials have many industrial uses. They are the base of component of most semiconductor devices; most importantly integrated circuits. Silicon is widely used in semiconductor devices because it remains a semiconductor at higher  temperatures than the semiconductor germanium and because its native oxide is easily grown in a furnace and forms a better semiconductor dielectric interface than any other material [Ichinohe, et al; 2005, K. Hong, et al; 2010, P. Lorenzoand, et al; 2010, .  L. Khriachtchev; 2009].   
Free radical is an atom, a group of atoms or a molecule possessing one unpaired electron, which occupies an outer orbit [Beckman, et al; 1998, Aubrey D. N. J de Grey; 1999]. 
[bookmark: _GoBack] Amino Group is Nitrogen containing groups often have a significant impact on the physical-chemical properties and reactivates of relevant chemicals . A very important group is the amino group that is present in chemistry, radicals (often referred to as free radicals) are atoms, molecules, or ions with unpaired electrons on an otherwise open shell configuration [Egli, T., et al; 2001, Nowack, et al; 2000].  
 2-Theory:
  Quantum Mechanic is a very successful model to understand the electronic structures of semiconductor structures, many models are used to study semiconductor structures properties in addition to other different kinds of models to resemble of any structures, Density functional theory   is a quantum mechanical modeling method used in this work, there are many approximations such as local density approximation, generalized gradient approximations and hybrid functional, we will used the hybrid functional, and it should be approximated with a common density functional. The weighted sum of these two results is known as the functional of B3-LYP [Nzengung, et al; 2002, S.C. Miller; 1970,  F. Brouwer; 1995]:

                                                    

      All constants are known, and is the Becke exchange functional, LDA exchange–correlation density, ao, ax and ac are three empirical parameters and the best value of these parameters had been found as follow (ao=0.20, ax=0.72 and ac=0.81). It has shown to be highly successful for determination of properties such as energy gap, ionization potential , electron affinity and chemical potential [M. Head-Gordon, et al; 1994, X. G. Gong, et al; 1994].
       The total energy (Etot), ionization potential (IP), electron affinity (EA),chemical potential (K), hardness (η) and electrophilicity (W) for silabutadiene molecule are calculated in this work  was calculated in B3LYP/3-21G** DFT in the following equations [J. huter; 2005, Anupama  Ghosh, et al; 2010]:
                 IP = E(+) - E(n)                                                                     (1)
where E(+)is the positive charged energy, E(n) is the neutral energy and E(-) is the negative charged energy.
                 EA = E(n) - E(-)                                                                 (2)
                 K = (IP + EA) / 2                                                                (3)

                                                                                    (4)

                                                                                    (5)
                 Egap = E LUMO - E HOMO                                                       (6)
     The dipole moment for neutral system is calculated from the atomic charges and the ion pairs as [X. G. Gong, et al; 1994] :

(7)         


Where c is speed of light, e is the electron charge, QA  µi is total electron density, ∑(QAiA) is bond dipole, ao is Bohr radius, ρ(s-ρi)A  is one center electron density matrix element, and D(A) is the one center two electron integral [Anupama  Ghosh, et al; 2010, Hong-Wei Xi, et al; 2008]:
   The total dipole moment is:
µ =µx  + µy + µz                                                           (8)                                        
 E tot the total energy          For any of amino groups molecules and the number of  NH2 groups:   
Etot Etot (silabutadiene) + n Etot (NH2)                                     (9)    
      Where E tot (silabutadiene) = - 1154.48  a.u.  
 n is the number of NH2 groups, and  E tot(NH2) = - 55.579  a.u.
     Infrared radiation (IR) is a radiation in the energy range between the visible and microwave regions of the electromagnetic spectrum. The portion of the IR spectral region between (2500-25000) nm [Huda B. H.; 2011]. Quantum mechanics places restrictions on microphysical systems.
     These restrictions limit a molecule to having discrete energy levels. Vibrational modes are often given descriptive names, such as stretching, bending, scissoring, rocking and twisting, generally there are two types for stretching vibration symmetric and asymmetric, the symmetric stretching is happened when the bonds of the same atoms vibrate in the same phase, and the asymmetric stretching is happened when the bonds vibrate in different phases, most of the absorptions cited are associated with stretching vibrations [P. J. Stephens, et al;1994, Adil J. N.; 2011]:

 3-Results and Discussion:
         The number of the amino-silabutadiene groups molecules studied in this work are six, and we have been referred to every molecule as number in the figures and tables to the shortcut, table (1) shows the molecules, number of molecules and chemical formula for the molecules, figures (1-0, 1-1,1-2, 1-3, 1-4, 1-5) show the molecules.

     Fig.(1-0)        (1-1)             (1-2)                    (1-3)                (1-4)                (1-5) 




         Before proceeding in physical properties calculation, it is necessary to find out the geometry optimization of the studied molecules, Table (2) shows the bond length and Angles between the bonds for this molecules, Table (3) shows HUMO, LOMO, Egap, IP, EA, K, η, W, Etot and Dipole moment for this molecules.







Figure(2): The relation between  energy gap and no. of mol.
From the calculations, it has been found that the energy gap for the silabutadiene molecule decreasing with adding and replacing of  location of NH2 .This is one of the important results obtained in the present study, 1,2,3,4-tetraamino-silabutadiene) has smaller energy gap than the others this may indicate a new electronic material, small energy gap means small excitation  energies of manifold of the excited  states, as shows figure(2) .










Figure(3): The relation between EHOMO and ELUMO  and no. of mol.
       The main change occurs at HOMO level compared with LUMO level and this change depends on the number of NH2. Figure (3) shows the HOMO and LUMO level of the silabutadienes molecules. The molecular orbitals are localized on the same part of the silicon atoms and NH2 positions, and this localization gives the active site an ability to interact with other atoms , such as, hydrogen and hydrogen like atoms. 
The total energy of silabutadiene as alinear function of NH2 side group number adding to the molecules as shows in figure (4).



 






Figure(4): The relation between total energy and no. of mol.



	





Figure(5): The relation between ionization potential and no. of mol.
      By depending on the results of electron states for the studied molecules, figure(5) shows the ionization  potential for the radicals-silabutadiene molecules IP  for new molecules is less than that for the original  molecule this indicates  that  it  needs  small  energy to become cation comparing with the others. 










Figure(6): The relation between electron affinity and no. of mol.
         Adding the side groups of amino radicals to the silabutadiene molecules leads to increasing the electron affinity.2,4-diamino-silabutadiene molecule has the largest of electron affinity value that is mean this molecule needs large energy to become anion comparing with other molecules as shown in figure(6). 









Figure(7):The relation between chemical potential and no. of mol.
The chemical potential  for all radicals-silabutadiene molecules groups is less than that for the original molecule this refers to that the electrons in these molecules have a large escaping tendency as shows figure (7).








             
Figure(8): The relation between the hardness and no. of mol.
It is clear from figure (8) that the hardness of all molecules is small but for tetraamino-silabutadiene the hardness is the smallest with respect to others. The decreasing of hardness is the main future as a sign for that band gap goes to be rather soft and lowering the resistance of a species to lose an electron.








Figure(9):The relation between electrophilicity and no. of mol.
           Figure(9) shows the relation between the electrophilicity and the number of molecules, from this figure the electrophilicity computed decreasing with increasing of NH2 groups, for  silabutadiene has 

small electrophilicity and 2,4-diamino-silabutadiene has the largest value of electrophilicity, all new silabutadienes are strong electrophones.








Figure(10):The relation between total dipole moment and no. of mol.
In this study, we have found that dipole moment of  (1-monoamino-silabutadiene and 1,2,3-triamino-silabutadiene)molecules approximately similar, and for (1,2-diamino-silabutadiene has 0.5) , while for (silabutadiene ,2,4-diamino-silabutadiene and 1,2,3,4-tetraamino-silabutadiene) molecule have been found approximately zero as shows figure(10). These results explain the symmetry for each molecule, and they exhibit bond localizations and their geometries are non-uniform, exhibiting alternating (Si---Si) bond lengths.

Figure(12-0): IR spectrum for silabutadiene

Figure(12-1): IR spectrum for 1-monoamino-silabutadiene


Figure(12-2): IR spectrum for 1,2-diamino-silabutadiene


Figure(12-3): IR spectrum for 1,3-diamino-silabutadiene


Figure(12-4): IR spectrum for 1,2,3-triamino-silabutadiene 




Figure(12-5): IR spectrum for 1,2,3,4-tetramino-silabutadiene
   
        The shaking modes for amino-silabutadiene molecule groups are shown in figure (12-0) by B3LYP/3-21G**  method. By comparison the IR spectrum of 1-monoaminobutadiene molecule with that of butadiene molecule, figure (12-1), it will be noted the differences between them, and it has been deduced that the differences due to the addition of  NH2 groups, where the vibration modes have  been increased  with increasing of  bonds, consequently the peaks have been increased. There are two types for stretching vibration symmetric and asymmetric, the symmetric stretching is happened when the bonds of the same atoms vibrate in the same phase, and the asymmetric stretching  is happened when the bonds vibrate in different phases.                                                                              
4-conclusions :
1-  B3LYP functional level is an efficient of density functional theory to studying the properties of 
     these molecules.
2-  Geometric structures, symmetry and total energies for silabutadiene are suitable results for even elternant rings, and this work supplies new data in this aspect because they have not been found similar studies for NH2 radicals-silabutadiene molecules group.
3-  The energy gaps for all new molecules are change with adding and replacing the location of NH2 radical, molecule has the smallest energy gap than the others, this is one of the important property obtained in this work, a small energy gap means small excitation energies of mani-fold of the excited states.
4-  Present work are also supplies new data for the total energy (Etot), ionization potential (IP), electron affinity (EA), chemical potential (K), hardness (η),  electrophilicity (W) and IR spectra of the studied molecules. 

  








Table (1):The molecules, number of molecules and chemical formula
 for amino-silabutadiene mol.
	Chemical formula
	Name of Mol.                   
	No. of Mol

	Si4H4
	Silabutadiene                                 
	0

	Si4H3NH2
	1-monoamino-silabutadiene          
	1

	Si4H2(NH2)2
	1,2-diamino-silabutadiene             
	2

	Si4H2(NH2)2
	1,3-diamino-silabutadiene             
	3

	Si4H(NH2)3
	1,2,3-triamino-silabutadiene         
	4

	Si4(NH2)4
	1,2,3,4-tetraamino-silabutadiene   
	5




Table (2):The bond length and angles between the bond
 for amino-silabutadiene mol.
	No. of Mol.
	Bond
	Bond      length(Å)
	Exp.[Vladimir Ya. Lee, et al;2007]
	Bond
	Angles (degree)

	0
	Si----Si
	2.37 
	2.39
	Si--Si--Si
	89.99

	
	Si==Si
	2.17 
	2.17
	–––
	–––

	1
	Si----Si
	2.23
	–––
	Si--Si--Si
	98.50


	2
	Si----Si
	2.40
	–––
	Si--Si--Si
	76.30

	
	Si==Si
	1.47
	–––
	–––
	–––

	3
	Si----Si
	2.28
	–––
	Si--Si--Si
	72.60

	4
	Si----Si
	2.30
	–––
	Si--Si--Si
	74.15

	5
	Si----Si
	2.17
	–––
	Si--Si--Si
	89.99















Table(3):parameters of analyzed molecules.
	No. of Mol.
	HUMO
(eV)
	LOMO
(eV)
	IP(eV)
	EA(eV)
	K(eV)
	η(eV)
	W(eV)
	Etot   (a.u)
	Egap
(eV)
	Dipole
Mom.

	0
	-6.663
	-1.195
	6.664
	1.195
	3.929
	2.734
	2.823
	-1154.5
	5.468
	0

	1
	-5.486
	-1.885
	5.486
	1.885
	3.685
	1.800
	3.773
	-1209.6
	3.600
	2.75

	2
	-5.842
	-2.419
	5.842
	2.419
	4.130
	1.711
	4.985
	-1232.6
	3.422
	0.57

	3
	-4.606
	-2.974
	4.606
	2.974
	3.790
	0.815
	8.806
	-1264.8
	1.631
	0.04

	4
	-3.961
	-2.600
	3.961
	2.600
	3.281
	0.681
	7.904
	-1300.8
	1.361
	2.49

	5
	-3.072
	-2.120
	3.072
	2.120
	2.596
	0.475
	7.085
	-1374.8
	0.951
	0
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ورقة1

						h(a.u)أخر		L(a.u)أول		h(e.v)		L(e.v)		Eg		IP		EA		K(chemical)		η(hard)		S(softe)		W(elect)		Etot		SY.GR		DIPOL

		just SI								0		0		0		0		0		0		0		0

		0		SI4H4		-0.16928		-0.10932		-4.60627808		-2.97470652		1.63157156		4.60627808		2.97470652		3.7904923		0.81578578		0.40789289		8.8061303768		-1154.48		D2h/C1		0

		1		SI4H3(NH2)		-0.1456		-0.09555		-3.9619216		-2.60001105		1.36191055		3.9619216		2.60001105		3.280966325		0.680955275		0.3404776375		7.9041461466		-1209.6		C2v/C1		2.7559

		2		SI4H2(NH2)2-1		-0.2147		-0.08892		-5.8422017		-2.41960212		3.42259958		5.8422017		2.41960212		4.13090191		1.71129979		0.855649895		4.9857864442		-1232.6		C2v/C1		0.5768

		3		SI4H2(NH2)2-2		-0.20161		-0.0693		-5.48600971		-1.8857223		3.60028741		5.48600971		1.8857223		3.685866005		1.800143705		0.9000718525		3.7734787976		-1264.75		Cs/C1		0.0411

		4		SI4H(NH2)3		-0.2449		-0.04393		-6.6639739		-1.19537923		5.46859467		6.6639739		1.19537923		3.929676565		2.734297335		1.3671486675		2.8238256513		-1300.75		C1		2.4941

		5		SI4(NH2)4		-0.11291		-0.07794		-3.07239401		-2.12082534		0.95156867		3.07239401		2.12082534		2.596609675		0.475784335		0.2378921675		7.0855441303		-1374.84		D4h/C1		0.0001

		just C								0		0		0		0		0		0		0		0

		0		C4H4		-0.20648		-0.06995		-5.61852728		-1.90340945		3.71511783		5.61852728		1.90340945		3.760968365		1.857558915		0.9287794575		3.8073847694		153.8343		D2h/C1		0.0001

		1		C4H3NH2		-0.16366		-0.04151		-4.45335226		-1.12952861		3.32382365		4.45335226		1.12952861		2.791440435		1.661911825		0.8309559125		2.3443300616		208.91027		Cs/C1		2.2528

		2		C4H2(NH2)2-1		-0.13723		-0.01406		-3.73416553		-0.38258666		3.35157887		3.73416553		0.38258666		2.058376095		1.675789435		0.8378947175		1.2641540936		263.97377		C2v/C1		3.2812

		3		C4H2(NH2)2-2		-0.12079		-0.02023		-3.28681669		-0.55047853		2.73633816		3.28681669		0.55047853		1.91864761		1.36816908		0.68408454		1.3453047234		263.98849		D2h/C1		0.0017

		4		C4H(NH2)3		-0.12074		-0.02438		-3.28545614		-0.66340418		2.62205196		3.28545614		0.66340418		1.97443016		1.31102598		0.65551299		1.4867647614		319.052966		C1		0.7703

		5		C4(NH2)4		-0.11959		-0.02333		-3.25416349		-0.63483263		2.61933086		3.25416349		0.63483263		1.94449806		1.30966543		0.654832715		1.4435261933		374.114634		C1		0.036

		SI+C3								0		0		0		0		0		0		0		0

		0		SIC3H4		-0.18146		-0.08671		-4.93770806		-2.35946581		2.57824225		4.93770806		2.35946581		3.648586935		1.289121125		0.6445605625		5.1632799913		404		Cs/C1		1.0437

		1		SIC3H3(NH2)-1		-0.1494		-0.06897		-4.0653234		-1.87674267		2.18858073		4.0653234		1.87674267		2.971033035		1.094290365		0.5471451825		4.0332244427		459.1		C2v/C1		1.2838

		2		SIC3H3(NH2)-4		-0.15019		-0.06621		-4.08682009		-1.80164031		2.28517978		4.08682009		1.80164031		2.9442302		1.14258989		0.571294945		3.7933520795		459.06		Cs/C1		2.6188

		3		SIC3H2(NH2)2-2		-0.13346		-0.0326		-3.63158006		-0.8870786		2.74450146		3.63158006		0.8870786		2.25932933		1.37225073		0.686125365		1.859925781		514.2		Cs/C1		3.8958

		4		SIC3H2(NH2)2-3		-0.11761		-0.06521		-3.20028571		-1.77442931		1.4258564		3.20028571		1.77442931		2.48735751		0.7129282		0.3564641		4.3391097326		514.16		C1		1.4195

		5		SIC3H(NH2)3-1		-0.16798		-0.0348		-4.57090378		-0.9469428		3.62396098		4.57090378		0.9469428		2.75892329		1.81198049		0.905990245		2.1003696679		569.2		C1		5.2197

		6		SIC3H(NH2)3-2		-0.1668		-0.0342		-4.5387948		-0.9306162		3.6081786		4.5387948		0.9306162		2.7347055		1.8040893		0.90204465		2.0726840328		569.3		C1		2.1709

		7		SIC3(NH2)4		-0.1271		-0.02612		-3.4585181		-0.71075132		2.74776678		3.4585181		0.71075132		2.08463471		1.37388339		0.686941695		1.5815395636		624.3		Cs/C1		2.0913

				NH2		-0.32565		0.01661		-8.86126215		0.45197471		9.31323686		8.86126215		-0.45197471		4.20464372		4.65661843		2.328309215		1.898268999		55.578		C2v/C1		2.4981

		SI2+C2©								0		0		0		0		0		0		0		0

		0		SI2C2H4		-0.16561		-0.1016		-4.50641371		-2.7646376		1.74177611		4.50641371		2.7646376		3.635525655		0.870888055		0.4354440275		7.5882581649		-654.1		C2v/C1		1.3208

		1		SI2C2H3NH2-1		-0.1504		-0.0614		-4.0925344		-1.6707554		2.421779		4.0925344		1.6707554		2.8816449		1.2108895		0.60544475		3.4288336507		-709.2		Cs/C1		2.935

		2		SI2C2H3NH2-2		-0.1553		-0.0723		-4.2258683		-1.9673553		2.258513		4.2258683		1.9673553		3.0966118		1.1292565		0.56462825		4.2457159378		-709.2		Cs/C1		1.9253

		3		SI2C2H2(NH2)2-1		-0.1358		-0.0338		-3.6952538		-0.9197318		2.775522		3.6952538		0.9197318		2.3074928		1.387761		0.6938805		1.918386171		-764.3		Cs/C1		1.986

		4		SI2C2H2(NH2)2-2		-0.1959		-0.0809		-5.3306349		-2.2013699		3.129265		5.3306349		2.2013699		3.7660024		1.5646325		0.78231625		4.5323020188		-764.4		C2v/C1		2.6874

		5		SI2C2H(NH2)3-1		-0.113		-0.069		-3.074843		-1.877559		1.197284		3.074843		1.877559		2.476201		0.598642		0.299321		5.1212338864		-819.5		C1		4.3925

		6		SI2C2H(NH2)3-2		-0.1927		-0.0482		-5.2435597		-1.3115702		3.9319895		5.2435597		1.3115702		3.27756495		1.96599475		0.982997375		2.7320601953		-819.5		C1		3.0175

		7		SI2C2(NH2)4		-0.1893		-0.0536		-5.1510423		-1.4585096		3.6925327		5.1510423		1.4585096		3.30477595		1.84626635		0.923133175		2.9577379449		-874.5		C1		4.1438

		SI2+C2T								0		0		0		0		0		0		0		0

		0		SI2C2H4		-0.1763		-0.0893		-4.7972993		-2.4299423		2.367357		4.7972993		2.4299423		3.6136208		1.1836785		0.59183925		5.5159637039		-654.2		D2h/C1		0.0005

		1		SI2C2H3NH2-1		-0.1413		-0.0759		-3.8449143		-2.0653149		1.7795994		3.8449143		2.0653149		2.9551146		0.8897997		0.44489985		4.9071169046		-709.2		Cs/C1		2.0388

		2		SI2C2H3NH2-2		-0.1673		-0.0549		-4.5524003		-1.4938839		3.0585164		4.5524003		1.4938839		3.0231421		1.5292582		0.7646291		2.9881769334		-709.3		C2v/c1		1.9964

		3		SI2C2H2(NH2)2-1		-0.159		-0.0397		-4.326549		-1.0802767		3.2462723		4.326549		1.0802767		2.70341285		1.62313615		0.811568075		2.2513333332		-764.4		D2h/C1		0.0002

		4		SI2C2H2(NH2)2-2		-0.1672		-0.0605		-4.5496792		-1.6462655		2.9034137		4.5496792		1.6462655		3.09797235		1.45170685		0.725853425		3.3055684353		-764.3		C2v/c1		3.066

		5		SI2C2H(NH2)3-1		-0.1164		-0.0408		-3.1673604		-1.1102088		2.0571516		3.1673604		1.1102088		2.1387846		1.0285758		0.5142879		2.2236570048		-819.4		C2v/c1		1.335

		6		SI2C2H(NH2)3-2		-0.1538		-0.0511		-4.1850518		-1.3904821		2.7945697		4.1850518		1.3904821		2.78776695		1.39728485		0.698642425		2.7809807598		-819.3		Cs/C1		0.5375

		7		SI2C2(NH2)4		-0.1476		-0.0403		-4.0163436		-1.0966033		2.9197403		4.0163436		1.0966033		2.55647345		1.45987015		0.729935075		2.2384033609		-874.5		C2h/C1		0.0022

		SI3+C1								0		0		0		0		0		0		0		0

		0		CI3CH4		-0.1626		-0.1078		-4.4245086		-2.9333458		1.4911628		4.4245086		2.9333458		3.6789272		0.7455814		0.3727907		9.0764773255		-904.3		Cs/G1		0.4929

		1		SI3CH3NH2-1		-0.1302		-0.1047		-3.5428722		-2.8489917		0.6938805		3.5428722		2.8489917		3.19593195		0.34694025		0.173470125		14.7200865697		-959.3		C2v/C1		2.6354

		2		SI3CH3NH2-2		-0.1542		-0.073		-4.1959362		-1.986403		2.2095332		4.1959362		1.986403		3.0911696		1.1047666		0.5523833		4.3245919527		-959.4		CS/C1		2.5919

		3		SI3CH2(NH2)2-1		-0.1455		-0.0427		-3.9592005		-1.1619097		2.7972908		3.9592005		1.1619097		2.5605551		1.3986454		0.6993227		2.3438544252		-1014.5		C2v/C1		1.3565

		4		SI3CH2(NH2)2-2		-0.1955		-0.0676		-5.3197505		-1.8394636		3.4802869		5.3197505		1.8394636		3.57960705		1.74014345		0.870071725		3.6817615905		-1014.6		C1		3.2136

		5		SI3CH(NH2)3-1		-0.1171		-0.0485		-3.1864081		-1.3197335		1.8666746		3.1864081		1.3197335		2.2530708		0.9333373		0.46666865		2.7194498869		-1069.5		C2v/C1		2.9024

		6		SI3CH(NH2)3-2		-0.1679		-0.0348		-4.5687269		-0.9469428		3.6217841		4.5687269		0.9469428		2.75783485		1.81089205		0.905446025		2.0999741702		-1069.7		C2v/C1		3.1121

		7		SI3C(NH2)4		-0.174		-0.0424		-4.734714		-1.1537464		3.5809676		4.734714		1.1537464		2.9442302		1.7904838		0.8952419		2.4207120641		-1124.8		C1		4.257

		Si4H4								0		0		0		0		0		0		0		0

		0				-0.2449		-0.04393		-6.6639739		-1.19537923		5.46859467		6.6639739		1.19537923		3.929676565		2.734297335		1.3671486675		2.8238256513		-1154.5		C1		0

		1				-0.20161		-0.0693		-5.48600971		-1.8857223		3.60028741		5.48600971		1.8857223		3.685866005		1.800143705		0.9000718525		3.7734787976		-1209.6		Cs/C1		2.7559

		2				-0.2147		-0.08892		-5.8422017		-2.41960212		3.42259958		5.8422017		2.41960212		4.13090191		1.71129979		0.855649895		4.9857864442		-1232.6		C2v/C1		0.5768

		3				-0.16928		-0.10932		-4.60627808		-2.97470652		1.63157156		4.60627808		2.97470652		3.7904923		0.81578578		0.40789289		8.8061303768		-1264.8		D2h/C1		0.0411

		4				-0.1456		-0.09555		-3.9619216		-2.60001105		1.36191055		3.9619216		2.60001105		3.280966325		0.680955275		0.3404776375		7.9041461466		-1300.8		C2v/C1		2.4941

		5				-0.11291		-0.07794		-3.07239401		-2.12082534		0.95156867		3.07239401		2.12082534		2.596609675		0.475784335		0.2378921675		7.0855441303		-1374.8		D4h/C1		0.0001
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ورقة1

						h(a.u)أخر		L(a.u)أول		h(e.v)		L(e.v)		Eg		IP		EA		K(chemical)		η(hard)		S(softe)		W(elect)		Etot		SY.GR		DIPOL

		just SI								0		0		0		0		0		0		0		0

		0		SI4H4		-0.16928		-0.10932		-4.60627808		-2.97470652		1.63157156		4.60627808		2.97470652		3.7904923		0.81578578		0.40789289		8.8061303768		-1154.48		D2h/C1		0

		1		SI4H3(NH2)		-0.1456		-0.09555		-3.9619216		-2.60001105		1.36191055		3.9619216		2.60001105		3.280966325		0.680955275		0.3404776375		7.9041461466		-1209.6		C2v/C1		2.7559

		2		SI4H2(NH2)2-1		-0.2147		-0.08892		-5.8422017		-2.41960212		3.42259958		5.8422017		2.41960212		4.13090191		1.71129979		0.855649895		4.9857864442		-1232.6		C2v/C1		0.5768

		3		SI4H2(NH2)2-2		-0.20161		-0.0693		-5.48600971		-1.8857223		3.60028741		5.48600971		1.8857223		3.685866005		1.800143705		0.9000718525		3.7734787976		-1264.75		Cs/C1		0.0411

		4		SI4H(NH2)3		-0.2449		-0.04393		-6.6639739		-1.19537923		5.46859467		6.6639739		1.19537923		3.929676565		2.734297335		1.3671486675		2.8238256513		-1300.75		C1		2.4941

		5		SI4(NH2)4		-0.11291		-0.07794		-3.07239401		-2.12082534		0.95156867		3.07239401		2.12082534		2.596609675		0.475784335		0.2378921675		7.0855441303		-1374.84		D4h/C1		0.0001

		just C								0		0		0		0		0		0		0		0

		0		C4H4		-0.20648		-0.06995		-5.61852728		-1.90340945		3.71511783		5.61852728		1.90340945		3.760968365		1.857558915		0.9287794575		3.8073847694		153.8343		D2h/C1		0.0001

		1		C4H3NH2		-0.16366		-0.04151		-4.45335226		-1.12952861		3.32382365		4.45335226		1.12952861		2.791440435		1.661911825		0.8309559125		2.3443300616		208.91027		Cs/C1		2.2528

		2		C4H2(NH2)2-1		-0.13723		-0.01406		-3.73416553		-0.38258666		3.35157887		3.73416553		0.38258666		2.058376095		1.675789435		0.8378947175		1.2641540936		263.97377		C2v/C1		3.2812

		3		C4H2(NH2)2-2		-0.12079		-0.02023		-3.28681669		-0.55047853		2.73633816		3.28681669		0.55047853		1.91864761		1.36816908		0.68408454		1.3453047234		263.98849		D2h/C1		0.0017

		4		C4H(NH2)3		-0.12074		-0.02438		-3.28545614		-0.66340418		2.62205196		3.28545614		0.66340418		1.97443016		1.31102598		0.65551299		1.4867647614		319.052966		C1		0.7703

		5		C4(NH2)4		-0.11959		-0.02333		-3.25416349		-0.63483263		2.61933086		3.25416349		0.63483263		1.94449806		1.30966543		0.654832715		1.4435261933		374.114634		C1		0.036

		SI+C3								0		0		0		0		0		0		0		0

		0		SIC3H4		-0.18146		-0.08671		-4.93770806		-2.35946581		2.57824225		4.93770806		2.35946581		3.648586935		1.289121125		0.6445605625		5.1632799913		404		Cs/C1		1.0437

		1		SIC3H3(NH2)-1		-0.1494		-0.06897		-4.0653234		-1.87674267		2.18858073		4.0653234		1.87674267		2.971033035		1.094290365		0.5471451825		4.0332244427		459.1		C2v/C1		1.2838

		2		SIC3H3(NH2)-4		-0.15019		-0.06621		-4.08682009		-1.80164031		2.28517978		4.08682009		1.80164031		2.9442302		1.14258989		0.571294945		3.7933520795		459.06		Cs/C1		2.6188

		3		SIC3H2(NH2)2-2		-0.13346		-0.0326		-3.63158006		-0.8870786		2.74450146		3.63158006		0.8870786		2.25932933		1.37225073		0.686125365		1.859925781		514.2		Cs/C1		3.8958

		4		SIC3H2(NH2)2-3		-0.11761		-0.06521		-3.20028571		-1.77442931		1.4258564		3.20028571		1.77442931		2.48735751		0.7129282		0.3564641		4.3391097326		514.16		C1		1.4195

		5		SIC3H(NH2)3-1		-0.16798		-0.0348		-4.57090378		-0.9469428		3.62396098		4.57090378		0.9469428		2.75892329		1.81198049		0.905990245		2.1003696679		569.2		C1		5.2197

		6		SIC3H(NH2)3-2		-0.1668		-0.0342		-4.5387948		-0.9306162		3.6081786		4.5387948		0.9306162		2.7347055		1.8040893		0.90204465		2.0726840328		569.3		C1		2.1709

		7		SIC3(NH2)4		-0.1271		-0.02612		-3.4585181		-0.71075132		2.74776678		3.4585181		0.71075132		2.08463471		1.37388339		0.686941695		1.5815395636		624.3		Cs/C1		2.0913

				NH2		-0.32565		0.01661		-8.86126215		0.45197471		9.31323686		8.86126215		-0.45197471		4.20464372		4.65661843		2.328309215		1.898268999		55.578		C2v/C1		2.4981

		SI2+C2©								0		0		0		0		0		0		0		0

		0		SI2C2H4		-0.16561		-0.1016		-4.50641371		-2.7646376		1.74177611		4.50641371		2.7646376		3.635525655		0.870888055		0.4354440275		7.5882581649		-654.1		C2v/C1		1.3208

		1		SI2C2H3NH2-1		-0.1504		-0.0614		-4.0925344		-1.6707554		2.421779		4.0925344		1.6707554		2.8816449		1.2108895		0.60544475		3.4288336507		-709.2		Cs/C1		2.935

		2		SI2C2H3NH2-2		-0.1553		-0.0723		-4.2258683		-1.9673553		2.258513		4.2258683		1.9673553		3.0966118		1.1292565		0.56462825		4.2457159378		-709.2		Cs/C1		1.9253

		3		SI2C2H2(NH2)2-1		-0.1358		-0.0338		-3.6952538		-0.9197318		2.775522		3.6952538		0.9197318		2.3074928		1.387761		0.6938805		1.918386171		-764.3		Cs/C1		1.986

		4		SI2C2H2(NH2)2-2		-0.1959		-0.0809		-5.3306349		-2.2013699		3.129265		5.3306349		2.2013699		3.7660024		1.5646325		0.78231625		4.5323020188		-764.4		C2v/C1		2.6874

		5		SI2C2H(NH2)3-1		-0.113		-0.069		-3.074843		-1.877559		1.197284		3.074843		1.877559		2.476201		0.598642		0.299321		5.1212338864		-819.5		C1		4.3925

		6		SI2C2H(NH2)3-2		-0.1927		-0.0482		-5.2435597		-1.3115702		3.9319895		5.2435597		1.3115702		3.27756495		1.96599475		0.982997375		2.7320601953		-819.5		C1		3.0175

		7		SI2C2(NH2)4		-0.1893		-0.0536		-5.1510423		-1.4585096		3.6925327		5.1510423		1.4585096		3.30477595		1.84626635		0.923133175		2.9577379449		-874.5		C1		4.1438

		SI2+C2T								0		0		0		0		0		0		0		0

		0		SI2C2H4		-0.1763		-0.0893		-4.7972993		-2.4299423		2.367357		4.7972993		2.4299423		3.6136208		1.1836785		0.59183925		5.5159637039		-654.2		D2h/C1		0.0005

		1		SI2C2H3NH2-1		-0.1413		-0.0759		-3.8449143		-2.0653149		1.7795994		3.8449143		2.0653149		2.9551146		0.8897997		0.44489985		4.9071169046		-709.2		Cs/C1		2.0388

		2		SI2C2H3NH2-2		-0.1673		-0.0549		-4.5524003		-1.4938839		3.0585164		4.5524003		1.4938839		3.0231421		1.5292582		0.7646291		2.9881769334		-709.3		C2v/c1		1.9964

		3		SI2C2H2(NH2)2-1		-0.159		-0.0397		-4.326549		-1.0802767		3.2462723		4.326549		1.0802767		2.70341285		1.62313615		0.811568075		2.2513333332		-764.4		D2h/C1		0.0002

		4		SI2C2H2(NH2)2-2		-0.1672		-0.0605		-4.5496792		-1.6462655		2.9034137		4.5496792		1.6462655		3.09797235		1.45170685		0.725853425		3.3055684353		-764.3		C2v/c1		3.066

		5		SI2C2H(NH2)3-1		-0.1164		-0.0408		-3.1673604		-1.1102088		2.0571516		3.1673604		1.1102088		2.1387846		1.0285758		0.5142879		2.2236570048		-819.4		C2v/c1		1.335

		6		SI2C2H(NH2)3-2		-0.1538		-0.0511		-4.1850518		-1.3904821		2.7945697		4.1850518		1.3904821		2.78776695		1.39728485		0.698642425		2.7809807598		-819.3		Cs/C1		0.5375

		7		SI2C2(NH2)4		-0.1476		-0.0403		-4.0163436		-1.0966033		2.9197403		4.0163436		1.0966033		2.55647345		1.45987015		0.729935075		2.2384033609		-874.5		C2h/C1		0.0022

		SI3+C1								0		0		0		0		0		0		0		0

		0		CI3CH4		-0.1626		-0.1078		-4.4245086		-2.9333458		1.4911628		4.4245086		2.9333458		3.6789272		0.7455814		0.3727907		9.0764773255		-904.3		Cs/G1		0.4929

		1		SI3CH3NH2-1		-0.1302		-0.1047		-3.5428722		-2.8489917		0.6938805		3.5428722		2.8489917		3.19593195		0.34694025		0.173470125		14.7200865697		-959.3		C2v/C1		2.6354

		2		SI3CH3NH2-2		-0.1542		-0.073		-4.1959362		-1.986403		2.2095332		4.1959362		1.986403		3.0911696		1.1047666		0.5523833		4.3245919527		-959.4		CS/C1		2.5919

		3		SI3CH2(NH2)2-1		-0.1455		-0.0427		-3.9592005		-1.1619097		2.7972908		3.9592005		1.1619097		2.5605551		1.3986454		0.6993227		2.3438544252		-1014.5		C2v/C1		1.3565

		4		SI3CH2(NH2)2-2		-0.1955		-0.0676		-5.3197505		-1.8394636		3.4802869		5.3197505		1.8394636		3.57960705		1.74014345		0.870071725		3.6817615905		-1014.6		C1		3.2136

		5		SI3CH(NH2)3-1		-0.1171		-0.0485		-3.1864081		-1.3197335		1.8666746		3.1864081		1.3197335		2.2530708		0.9333373		0.46666865		2.7194498869		-1069.5		C2v/C1		2.9024

		6		SI3CH(NH2)3-2		-0.1679		-0.0348		-4.5687269		-0.9469428		3.6217841		4.5687269		0.9469428		2.75783485		1.81089205		0.905446025		2.0999741702		-1069.7		C2v/C1		3.1121

		7		SI3C(NH2)4		-0.174		-0.0424		-4.734714		-1.1537464		3.5809676		4.734714		1.1537464		2.9442302		1.7904838		0.8952419		2.4207120641		-1124.8		C1		4.257

		Si4H4								0		0		0		0		0		0		0		0

		0				-0.2449		-0.04393		-6.6639739		-1.19537923		5.46859467		6.6639739		1.19537923		3.929676565		2.734297335		1.3671486675		2.8238256513		-1154.5		C1		0

		1				-0.20161		-0.0693		-5.48600971		-1.8857223		3.60028741		5.48600971		1.8857223		3.685866005		1.800143705		0.9000718525		3.7734787976		-1209.6		Cs/C1		2.7559

		2				-0.2147		-0.08892		-5.8422017		-2.41960212		3.42259958		5.8422017		2.41960212		4.13090191		1.71129979		0.855649895		4.9857864442		-1232.6		C2v/C1		0.5768

		3				-0.16928		-0.10932		-4.60627808		-2.97470652		1.63157156		4.60627808		2.97470652		3.7904923		0.81578578		0.40789289		8.8061303768		-1264.8		D2h/C1		0.0411

		4				-0.1456		-0.09555		-3.9619216		-2.60001105		1.36191055		3.9619216		2.60001105		3.280966325		0.680955275		0.3404776375		7.9041461466		-1300.8		C2v/C1		2.4941

		5				-0.11291		-0.07794		-3.07239401		-2.12082534		0.95156867		3.07239401		2.12082534		2.596609675		0.475784335		0.2378921675		7.0855441303		-1374.8		D4h/C1		0.0001
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ورقة1

						h(a.u)أخر		L(a.u)أول		h(e.v)		L(e.v)		Eg		IP		EA		K(chemical)		η(hard)		S(softe)		W(elect)		Etot		SY.GR		DIPOL

		just SI								0		0		0		0		0		0		0		0

		0		SI4H4		-0.16928		-0.10932		-4.60627808		-2.97470652		1.63157156		4.60627808		2.97470652		3.7904923		0.81578578		0.40789289		8.8061303768		-1154.48		D2h/C1		0

		1		SI4H3(NH2)		-0.1456		-0.09555		-3.9619216		-2.60001105		1.36191055		3.9619216		2.60001105		3.280966325		0.680955275		0.3404776375		7.9041461466		-1209.6		C2v/C1		2.7559

		2		SI4H2(NH2)2-1		-0.2147		-0.08892		-5.8422017		-2.41960212		3.42259958		5.8422017		2.41960212		4.13090191		1.71129979		0.855649895		4.9857864442		-1232.6		C2v/C1		0.5768

		3		SI4H2(NH2)2-2		-0.20161		-0.0693		-5.48600971		-1.8857223		3.60028741		5.48600971		1.8857223		3.685866005		1.800143705		0.9000718525		3.7734787976		-1264.75		Cs/C1		0.0411

		4		SI4H(NH2)3		-0.2449		-0.04393		-6.6639739		-1.19537923		5.46859467		6.6639739		1.19537923		3.929676565		2.734297335		1.3671486675		2.8238256513		-1300.75		C1		2.4941

		5		SI4(NH2)4		-0.11291		-0.07794		-3.07239401		-2.12082534		0.95156867		3.07239401		2.12082534		2.596609675		0.475784335		0.2378921675		7.0855441303		-1374.84		D4h/C1		0.0001

		just C								0		0		0		0		0		0		0		0

		0		C4H4		-0.20648		-0.06995		-5.61852728		-1.90340945		3.71511783		5.61852728		1.90340945		3.760968365		1.857558915		0.9287794575		3.8073847694		153.8343		D2h/C1		0.0001

		1		C4H3NH2		-0.16366		-0.04151		-4.45335226		-1.12952861		3.32382365		4.45335226		1.12952861		2.791440435		1.661911825		0.8309559125		2.3443300616		208.91027		Cs/C1		2.2528

		2		C4H2(NH2)2-1		-0.13723		-0.01406		-3.73416553		-0.38258666		3.35157887		3.73416553		0.38258666		2.058376095		1.675789435		0.8378947175		1.2641540936		263.97377		C2v/C1		3.2812

		3		C4H2(NH2)2-2		-0.12079		-0.02023		-3.28681669		-0.55047853		2.73633816		3.28681669		0.55047853		1.91864761		1.36816908		0.68408454		1.3453047234		263.98849		D2h/C1		0.0017

		4		C4H(NH2)3		-0.12074		-0.02438		-3.28545614		-0.66340418		2.62205196		3.28545614		0.66340418		1.97443016		1.31102598		0.65551299		1.4867647614		319.052966		C1		0.7703

		5		C4(NH2)4		-0.11959		-0.02333		-3.25416349		-0.63483263		2.61933086		3.25416349		0.63483263		1.94449806		1.30966543		0.654832715		1.4435261933		374.114634		C1		0.036

		SI+C3								0		0		0		0		0		0		0		0

		0		SIC3H4		-0.18146		-0.08671		-4.93770806		-2.35946581		2.57824225		4.93770806		2.35946581		3.648586935		1.289121125		0.6445605625		5.1632799913		404		Cs/C1		1.0437

		1		SIC3H3(NH2)-1		-0.1494		-0.06897		-4.0653234		-1.87674267		2.18858073		4.0653234		1.87674267		2.971033035		1.094290365		0.5471451825		4.0332244427		459.1		C2v/C1		1.2838

		2		SIC3H3(NH2)-4		-0.15019		-0.06621		-4.08682009		-1.80164031		2.28517978		4.08682009		1.80164031		2.9442302		1.14258989		0.571294945		3.7933520795		459.06		Cs/C1		2.6188

		3		SIC3H2(NH2)2-2		-0.13346		-0.0326		-3.63158006		-0.8870786		2.74450146		3.63158006		0.8870786		2.25932933		1.37225073		0.686125365		1.859925781		514.2		Cs/C1		3.8958

		4		SIC3H2(NH2)2-3		-0.11761		-0.06521		-3.20028571		-1.77442931		1.4258564		3.20028571		1.77442931		2.48735751		0.7129282		0.3564641		4.3391097326		514.16		C1		1.4195

		5		SIC3H(NH2)3-1		-0.16798		-0.0348		-4.57090378		-0.9469428		3.62396098		4.57090378		0.9469428		2.75892329		1.81198049		0.905990245		2.1003696679		569.2		C1		5.2197

		6		SIC3H(NH2)3-2		-0.1668		-0.0342		-4.5387948		-0.9306162		3.6081786		4.5387948		0.9306162		2.7347055		1.8040893		0.90204465		2.0726840328		569.3		C1		2.1709

		7		SIC3(NH2)4		-0.1271		-0.02612		-3.4585181		-0.71075132		2.74776678		3.4585181		0.71075132		2.08463471		1.37388339		0.686941695		1.5815395636		624.3		Cs/C1		2.0913

				NH2		-0.32565		0.01661		-8.86126215		0.45197471		9.31323686		8.86126215		-0.45197471		4.20464372		4.65661843		2.328309215		1.898268999		55.578		C2v/C1		2.4981

		SI2+C2©								0		0		0		0		0		0		0		0

		0		SI2C2H4		-0.16561		-0.1016		-4.50641371		-2.7646376		1.74177611		4.50641371		2.7646376		3.635525655		0.870888055		0.4354440275		7.5882581649		-654.1		C2v/C1		1.3208

		1		SI2C2H3NH2-1		-0.1504		-0.0614		-4.0925344		-1.6707554		2.421779		4.0925344		1.6707554		2.8816449		1.2108895		0.60544475		3.4288336507		-709.2		Cs/C1		2.935

		2		SI2C2H3NH2-2		-0.1553		-0.0723		-4.2258683		-1.9673553		2.258513		4.2258683		1.9673553		3.0966118		1.1292565		0.56462825		4.2457159378		-709.2		Cs/C1		1.9253

		3		SI2C2H2(NH2)2-1		-0.1358		-0.0338		-3.6952538		-0.9197318		2.775522		3.6952538		0.9197318		2.3074928		1.387761		0.6938805		1.918386171		-764.3		Cs/C1		1.986

		4		SI2C2H2(NH2)2-2		-0.1959		-0.0809		-5.3306349		-2.2013699		3.129265		5.3306349		2.2013699		3.7660024		1.5646325		0.78231625		4.5323020188		-764.4		C2v/C1		2.6874

		5		SI2C2H(NH2)3-1		-0.113		-0.069		-3.074843		-1.877559		1.197284		3.074843		1.877559		2.476201		0.598642		0.299321		5.1212338864		-819.5		C1		4.3925

		6		SI2C2H(NH2)3-2		-0.1927		-0.0482		-5.2435597		-1.3115702		3.9319895		5.2435597		1.3115702		3.27756495		1.96599475		0.982997375		2.7320601953		-819.5		C1		3.0175

		7		SI2C2(NH2)4		-0.1893		-0.0536		-5.1510423		-1.4585096		3.6925327		5.1510423		1.4585096		3.30477595		1.84626635		0.923133175		2.9577379449		-874.5		C1		4.1438

		SI2+C2T								0		0		0		0		0		0		0		0

		0		SI2C2H4		-0.1763		-0.0893		-4.7972993		-2.4299423		2.367357		4.7972993		2.4299423		3.6136208		1.1836785		0.59183925		5.5159637039		-654.2		D2h/C1		0.0005

		1		SI2C2H3NH2-1		-0.1413		-0.0759		-3.8449143		-2.0653149		1.7795994		3.8449143		2.0653149		2.9551146		0.8897997		0.44489985		4.9071169046		-709.2		Cs/C1		2.0388

		2		SI2C2H3NH2-2		-0.1673		-0.0549		-4.5524003		-1.4938839		3.0585164		4.5524003		1.4938839		3.0231421		1.5292582		0.7646291		2.9881769334		-709.3		C2v/c1		1.9964

		3		SI2C2H2(NH2)2-1		-0.159		-0.0397		-4.326549		-1.0802767		3.2462723		4.326549		1.0802767		2.70341285		1.62313615		0.811568075		2.2513333332		-764.4		D2h/C1		0.0002

		4		SI2C2H2(NH2)2-2		-0.1672		-0.0605		-4.5496792		-1.6462655		2.9034137		4.5496792		1.6462655		3.09797235		1.45170685		0.725853425		3.3055684353		-764.3		C2v/c1		3.066

		5		SI2C2H(NH2)3-1		-0.1164		-0.0408		-3.1673604		-1.1102088		2.0571516		3.1673604		1.1102088		2.1387846		1.0285758		0.5142879		2.2236570048		-819.4		C2v/c1		1.335

		6		SI2C2H(NH2)3-2		-0.1538		-0.0511		-4.1850518		-1.3904821		2.7945697		4.1850518		1.3904821		2.78776695		1.39728485		0.698642425		2.7809807598		-819.3		Cs/C1		0.5375

		7		SI2C2(NH2)4		-0.1476		-0.0403		-4.0163436		-1.0966033		2.9197403		4.0163436		1.0966033		2.55647345		1.45987015		0.729935075		2.2384033609		-874.5		C2h/C1		0.0022

		SI3+C1								0		0		0		0		0		0		0		0

		0		CI3CH4		-0.1626		-0.1078		-4.4245086		-2.9333458		1.4911628		4.4245086		2.9333458		3.6789272		0.7455814		0.3727907		9.0764773255		-904.3		Cs/G1		0.4929

		1		SI3CH3NH2-1		-0.1302		-0.1047		-3.5428722		-2.8489917		0.6938805		3.5428722		2.8489917		3.19593195		0.34694025		0.173470125		14.7200865697		-959.3		C2v/C1		2.6354

		2		SI3CH3NH2-2		-0.1542		-0.073		-4.1959362		-1.986403		2.2095332		4.1959362		1.986403		3.0911696		1.1047666		0.5523833		4.3245919527		-959.4		CS/C1		2.5919

		3		SI3CH2(NH2)2-1		-0.1455		-0.0427		-3.9592005		-1.1619097		2.7972908		3.9592005		1.1619097		2.5605551		1.3986454		0.6993227		2.3438544252		-1014.5		C2v/C1		1.3565

		4		SI3CH2(NH2)2-2		-0.1955		-0.0676		-5.3197505		-1.8394636		3.4802869		5.3197505		1.8394636		3.57960705		1.74014345		0.870071725		3.6817615905		-1014.6		C1		3.2136

		5		SI3CH(NH2)3-1		-0.1171		-0.0485		-3.1864081		-1.3197335		1.8666746		3.1864081		1.3197335		2.2530708		0.9333373		0.46666865		2.7194498869		-1069.5		C2v/C1		2.9024

		6		SI3CH(NH2)3-2		-0.1679		-0.0348		-4.5687269		-0.9469428		3.6217841		4.5687269		0.9469428		2.75783485		1.81089205		0.905446025		2.0999741702		-1069.7		C2v/C1		3.1121

		7		SI3C(NH2)4		-0.174		-0.0424		-4.734714		-1.1537464		3.5809676		4.734714		1.1537464		2.9442302		1.7904838		0.8952419		2.4207120641		-1124.8		C1		4.257

		Si4H4								0		0		0		0		0		0		0		0

		0				-0.2449		-0.04393		-6.6639739		-1.19537923		5.46859467		6.6639739		1.19537923		3.929676565		2.734297335		1.3671486675		2.8238256513		-1154.5		C1		0

		1				-0.20161		-0.0693		-5.48600971		-1.8857223		3.60028741		5.48600971		1.8857223		3.685866005		1.800143705		0.9000718525		3.7734787976		-1209.6		Cs/C1		2.7559

		2				-0.2147		-0.08892		-5.8422017		-2.41960212		3.42259958		5.8422017		2.41960212		4.13090191		1.71129979		0.855649895		4.9857864442		-1232.6		C2v/C1		0.5768

		3				-0.16928		-0.10932		-4.60627808		-2.97470652		1.63157156		4.60627808		2.97470652		3.7904923		0.81578578		0.40789289		8.8061303768		-1264.8		D2h/C1		0.0411

		4				-0.1456		-0.09555		-3.9619216		-2.60001105		1.36191055		3.9619216		2.60001105		3.280966325		0.680955275		0.3404776375		7.9041461466		-1300.8		C2v/C1		2.4941

		5				-0.11291		-0.07794		-3.07239401		-2.12082534		0.95156867		3.07239401		2.12082534		2.596609675		0.475784335		0.2378921675		7.0855441303		-1374.8		D4h/C1		0.0001
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