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1_Thiabendazole
2.Levamisole
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9_Giardia Intestinalis
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1-Giardiasis

2.Giardia

3-Terophozoiet

4.Giardia Intestinalis
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2_Nitazoxanid
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T-Trichomoniasis

2.Sexually transmitted infection
3-Trichomonas Vaginalis

4. Axotil object

5-Karyosome

6.Cytochrome

7.Cytosol
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- Human Immunodeficiency Virus
2.AIDS
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1-Yovani Marrero-Ponc

2-Linear Descrimination Analysis

3.Quantitative structure-Activity relationship(QSAR)
4_.Canonical regression analysis
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1_Leave- group- out

2.Hakan Goker

3.Hong gong

4-Candida Albicans

5-Classification and Regression trees(CART)
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T-Quantitative Structure-Property Relationship
2.Corren Hansch
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1-Optimize

2.Computational Chemistry
3-Ab Initio Methods
4-Semi-empirical methods
5-Density functional theory(DFT)
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-Complete Neglect of Diffrential Overlap
2-Intermediate Neglect of Diffrential Overlap
3-Modified Neglect of Diatomic Overlap
4-Austian Method 1
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1-Substructure List Representation

2_Burden-CAS-University of Texas eigenvalues

3_Molecular Walk Count

4_Charge indices

5.2D autocorrelation

5_Geometrical Representation

7-Aromaticity indices

8_.Randic molecular properties

9-3-D MOlecular Representation of Structures based on Electron diffraction
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1-Stepwise Regression
2.Determination Coefficient
3_Enter

4-Forward
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_Principle Component Analysis
2_Partial Least Squares
3-Artificial Neutral Network
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T-Walter Pitts
2.Donald Hebb
3-Rosenblatt

4. Bernard Widrow
5. Marvin Minsky
6 _james McClelland
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7. Back propagation
2_Incremental training
3_Batch training

4 _Update
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NO R: R2 R3 R4 Rs Re plCso
oo H Br H H H -CF, AN
vyt H Br Br H H -CF, g1y
vt Br H Br H H -CF, g5
v Br Br Br H H -CF, $1AD
ot Br Br Br Br H -CF, vIY
st H Cl Cl H H -CF, $1Y0
v H NO, NO, H H -CF, #1599
A Br Br Br Br H -C,F, vy
atr  Br H Br H H -SCHZCHZN(CH3)2 Ve
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Wt H H Cl H Me -CONHCH, YI¥
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t:test set, tr:train set, v:validation set

1 -Food and Drug Administration(FDA)
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NO R Rz Rs R4 Rs Re plCso
v H Cl H H Me -CO,CH,CH, Y/f.
y.r H Cl H H Me -CH(OH)CH, V/fY
vwt H Cl H H Me -COCH, VAR
vy H Cl Cl H Me -CONH, gINY
vt H Cl Cl H Me -CONHCH, FIAY
v H  Cl cl H Me -CON(CH,), VY
vo  H Cl Cl H Me -CO,CH.CH, Vibs
vyt H Cl Cl H Me -CH(OH)CH, v/£a
v H Cl Cl H Me -COCH, VIfo
YAt H H H H  Me -CONH, VIoY
ya» H H H H Me -CONHCH, 283
v.rr o H H H H Me -CON(CH,), £Iva
vt H H H H Me -CO,CH,CH, \ZATs
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vt H H H H Me -COCH, B4
et H H Cl H H -CF, v/
v H H H H Me -CF, VIYY
vst H H cl H H -SCH,CH,OH V/FY
vvt H H Br H H -SCH_CH,OH AN
vAr  Cl o H cl H H -SCH,CH,N(CH,), visa
vatr  Cl H Cl H H -SCH,CH,N(C_H,), VIVE
.t Br H Br H H -SCHZCHZN(CZHS)2 Vs
fnnv  Cl H Cl H H -SCH,CH,CH,N(CH,), YINF
£y Br H Br H H -SCH_CH,CH,N(CH,), v/

t:test set, tr:train set, v:validation set
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No Symbol Class Meaning
\ RDF070e RDF Radial Distribution Function -7.0
Y RDF075e RDF Radial Distribution Function -7.5
¥ MATSS8p 2D autocorrelation Moran autocorrelation —lag8
¢ BEHmMS8 BCUT Highest eigenvalue n.8 of Burden matrix
° R3u_A GETAWAY R maximal autocorrelation of lag 3
1 MATS7e 2D autocorrelation Moran autocorrelation —lag 7
v R4u GETAWAY R autocorrelation of lag4
A RDF110m RDF Radial Distribution Function -11.0
4 G2v WHIM 2st component symmetry directional WHIM index
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3 2/18 0/65 0/00 1/81 0/24 -0/53 0/78
4 0/66 0/00 0/00 1/93 0/23 0/64 0/78
5 1/85 0/00 0/00 2/26 0/22 0/51 0/75
6 1/57 1/75 -2/00 1/82 0/35 -0/74 0/91
7 0/69 1/97 0/90 1/80 0/21 -0/38 1/07
8 3/42 0/41 -2/00 2/51 0/34 -0/38 0/83
9 8/41 6/50 0/00 2/38 0/24 -0/55 1/69
10 4/42 1/37 0/00 1/80 0/17 0/70 0/95
11 4/06 2/58 0/00 1/87 0/20 0/52 0/81
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