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ABSTRACT

Mycotoxins are known for their heigh toxicity.In that study
1) We modelize conformations of 28 mycotoxins with Prochemist, a molecular modeling & Qsar package using the wavelet transform as a novel descriptor

2) and classify the 28 molecules according to their wavelet coefficients with the molecular machine,an unsupervised data classifier.

The full set

| Molecules Name | Formula | MW

| Mycotoxin 81 | C22H1807 | 394374
| Insariotoxin | C24H3409 | 466521
| Trans-Zearadlenone | (C18H2205 |  318.364
| Mycotoxin HT 2 | C22H3208 | 424.485
| Zenone | C18H2205 | 318364
| TR-2Mycotoxin | C22H27N306 |  429.466
| SecdonicacidD- | C32H30014 | 638572
| Afbi | Cl7H1206 |  312.274
[ Aflatoxin B1 | Cl7H1206 |  312.274
| T-2 Toxin [ C24H3409 | 466521
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Stick(Prochemist 6.4)
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Ball & Stick(Type dependent radius)
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Van Der Walls Surface
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Electrostatic Potential (Charge=2Ang)
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Molecular Lipophilic Potential (Equation fi/ 1.4
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Electrostatic Potential :isovalue E>10 ev
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Electronic Density(Mopac 6.0 Pm3/Force/Gradient 1.0)

PART Il Wavelet Transform

file:///C|/Documents and Settings/cadcom/Bureau/SFETMYCOTOXINES/51/PAGE_WEB/mycotoxin2.htm (9 sur 11) [28/11/2005 13:08:49]



MYCOTOXINS MOLECULAR MODELING & CLASSIFICATION

1

N data points

| || L 4L
FElectrostatic Potential I II I I
i b

& ¥ YWavelet coefficients spectrumfelectrostatic)

Molecute 3 | | UTMJJH | ‘
P |

Amplitude

1 Vander Walls Surface
= >

Wavelet coefficients spectrund VDV

" Molecular Lipophilic | | [ | | |
Potential [ § Wavelee Trmstura ' -
' ' b4

v
> s - i l wWavelet coefficients(lipophilicity)
Coefficients syntheziz &
similarity
v
ADME Prediction v
Biological Properties Toxicity PredicHon
PredicHon

ProChemist 6.4
(ADME= Abzorption Diztributon Metaholizm Elimination)

file:///C|/Documents and Settings/cadcom/Bureau/SFETMYCOTOXINES/51/PAGE_WEB/mycotoxin2.htm (10 sur 11) [28/11/2005 13:08:49]



MYCOTOXINS MOLECULAR MODELING & CLASSIFICATION

file:///C|/Documents and Settings/cadcom/Bureau/SFETMYCOTOXINES/51/PAGE_WEB/mycotoxin2.htm (11 sur 11) [28/11/2005


http://pro.chemist.online.fr/

	Disque local
	MYCOTOXINS MOLECULAR MODELING & CLASSIFICATION


