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X T |(x=F) r-1) (x-x)(y-y) XY v =13+0018x Residual

283 235 | -13.833 0.143 19781 663.05 49867 -2.6367

288 235 -.833 0.143 12631 676.8 5.0512 -2.7012

293 245 -3.833 0.043 0.1648 71185 5.1157 -2.6637

301 252 4.167 0.027 0.1123 75852 5.2189 -2.6989

306 2.56 0167 0.067 0.6142 783.36 5.2834 -2.7234

310 2.73 13.167 0237 3.1206 846.3 5333 -2.603
-16.0309

Z(y—y) =0.1044 > (x -X —55884y:25o = 296.8

D, =X (x ~X)(y ~y)=72
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S
= _ 122 _ 60129
SS 558.84

X

~b,% =2.50-(0.0129)(296.8) = -1.33

b, =

<

y =—-1.33+0.0129x
SS

(resid )

2 2

S
=SS, —M =0.1044 — (7.22)
SS 558.84

X

SS =0.011

(resid )

G (Volall Aoy Bypdl U5 mo b ds ] ABlse 5 4 gkl e 230SS(resid) wes of LS
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X Y (x-x) (v-v) (x-x)(¥-¥) XY ¥ =1 %+0015¢ Residual
283 23 -13.833 | -02133 29505 6509 23114 0.0114
288 24 -8.833 -0.1133 1.0007 691.2 23844 0.0136
293 244 -3.833 -0.0733 0.2809 71492 24574 -0.0174
301 26 4.167 0.0867 0.3612 782.6 25742 0.0258
306 264 9.167 0.1267 1.1614 807.84 26472 -0.0072
310 2.70 13.167 0.1867 24582 837 2.7056 -0.0056

-0.0506

>(y-y) =01221) (x -X)" =558.84Y =251 X =296.8
SP, =Y (x -X)(y -y )=8.2129
SS, => (x —x)* =558.834
ss, =>(y —y) =0.1221
Y =Db, +b;Xx

sp
b, = X
SS

X

SP, => (x —=x)(y —y)=8.2129

_ Sp,,  8.2129
SS 558.834

X

b, — 0.0146

b, = ¥ —bx =2.5133—(0.0146)(296.833) = —1.8204
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y = —1.8204 + 0.0146Xx
SS

(resid )

’ 2
S
SS(resid) = SSy - M = 01221—%
S 558.834

X

=0.001399
Jal 05K o oVl Al Bygst) U5 wo Lot ] Algze 2 5 Jpadt 3SS(residy aes of LSl e
s el Ll Sy el e Juy lisg 0.001399 = oyl aluly gty —0.0506 (5l Jgadd

bL,a:-\ Ldd ol & (AeeMslikey Hlaall 1 2D 5] Ay 2

ralialilad) o193 ga (111) by g8 @ 5 oS jal dgibuaa) giill) o ¢ (6) Jo2a

X y @D | oW EXEY) XY | 7=500+000 | Result
283 1 -13.833 04583 6.3396 283 12106 02106
288 138 -8.833 0.0783 06916 | 39744 13216 0.0584
293 149 -3.833 0.0317 0.1215 | 436.57 14326 0.0574
301 150 4167 0.0418 0.1741 4315 16102 0.1102
306 1.63 9.167 0.1917 1.7573 5049 1.7212 00712
310 1.73 13.167 02717 35774 3363 1.81 0.08
-0.3562

Dy —¥) =0.3295 Y (x —X)" =558.84y" _146 y _ 96 833
SP, =Y. (x =X)(y —y)=12.4185
SS, => (x —x)° =558.833
ss, =>.(y —y) =0.3294
Y =b,+b,x
SP,y
SS,
SP, => (x =x)(y —y)=12.4185
b, — SPxy _ 124185
SS, 558.833
b, = ¥ —b,X =1.4583-0.022(296.833) = -5.072
Yy = —5.0720 + 0.0222x
sS

b, =

= 0.0222

(ressid )

’ 2
S
(essio) =SS, L(5Pu ) g gpgy - (124185)
5 558.833

X

SS =0.0534
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Jal 056 o (OVslall Aol Bgedtl M mn Lo d ) 3l 6 Jgud) 3 SSqresidyaes of LS
gt il 3 de ol e oy ey 0.0534 = Vsl D e wle 4 —0.3562 (55Li6 Jsudd

Blax] asdl CILS e (Aalipmlibi) slod) s s Vs iz L

aliaaldld) £ 50 ga dpaad) @ 1 QS ja dpibiaa) @il o 1(7) Jsaa

x | Y | x| G 5| p=0919480*0° |  Result
283 | 147 | 13833 | 01066 | 14745 41601 146016 0.00984
288 | 147 | 8833 | 01066 | 09415 42336 150226 0.03226
203 | 162 | 3833 | 00434 | 01663 | 47466 154436 0.07564
301 | 152 | 4167 | 00566 | 02358 | 45752 161172 0.09172
306 | 165 | 9167 | 00734 | 06728 5049 165382 0.00382
310 | 173 | 12067 | 01534 | 20198 5363 1.6875 0.0425

0.00018

>y -¥) =00567 > (x -X)° =558.834 ¥ =1.5766 X = 296.833
P, =2 (x —=X)(y —¥)=4.7065
SS, => (x —x)” =558.834

ss, => (y —y)  =0.0567
y =b, +b,;x

sSp
b, = —
* ss,,
SP, =D (x —=X)(y —y ) =4.7065
S
b, = Doy _ 2,706 =8.42*10°°
SS 558.84

X

b, = ¥ —bX =1.58-8.42*10°*(296.833) = -0.9227

y =-0.9227+8.42*10x
SS

(ressid )
2 2
P, 4.7
=S8 —M:O.OSW—ﬂ:O.Ol?
558.834
o Y e Vol el s e Lo s ) ABlge jE 7 Jeadl WSS (residy aes of LS
ow el ) (3 O sl mos S5 0.017 = SNl I3 e 252 5 0.00018 550y 7 Jgudd
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Characterization study for Sulfacetamide (CgH1oN2O3S) and Sulfanilamide (CsHgN20,S)
drugs with Fe(NOs)sand Co(NO3)sby DFT and Statistical analysis calculation.

Mohammed Zidan,  Boubaker.M.Hosouna’, Wafa Adam

Chemistry Department, Faculty of Sciences, Sebah University, Libya
*pou.hosouna@sebhau.edu.ly

ABSTRACT:The idea from this research was the ability to use Sulfacetamide and
Sulfanilamide drugs as highly active antibiotics against germs.After practical comparison of
Ink values and statistical study in analyzing the importance of linking the results to statistical
groups to each other, we concluded that, Sulfacetamidedrug has more association from
Sulfanilamide drug. This has strengthened our confidence for applying computing simulation
for both drugs using Gaussian 06 and Hyperchem 08 software. The first as a computer of
energies with different measurements while the second as an engineering enhancer for angles
and computing vacuum between integrated vehicles. Sulfanilamide has been shown to be the
best in terms of stability so that it has the least bonding energy and more stable in any
environmental around compared to Sulfanilamide. Computational results of magnetic and
vibratory nuclear resonance, also showed that the hydrogen atom at level -16- of the drugs
was closer to the oxygen atom at level -1- in the water part, giving the greatest chance of a
complex composition listed for this drug with any other formulations at this particular level.
Keywords: Sulphanilamide, Sulfacetamide, Iron Nitrate, Cobalt Nitrate, DFT, Statistical
analysis.
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