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The present study is the research for the purpose of the development of new antineoplastic
drugs, which obstruct the tyrosine kinase of the enzyme concerned with the cell
proliferation function adjustment and inhibit the tumor cell multiplication. We built the
virtual screening system depended on the antitumor activities and docking data into the
enzyme of deazaflavin analogs. The high, new and efficient search system, which can
synthesize and evaluate the significant compounds designed as antitumor active
compounds based on the virtual screening system, was constructed in this study.
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Fig. 1. Correlation between the binding free energy (AGy) and
IC50 (ug/mL) of 1a and 1b against CCRF-HSB-2 tumor cells.
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Fig. 2. Correlation between the binding free energy (AGy,) and
1Cso (ng/mL) of 1a and 1b against KB tumor cells.
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Fig. 3. Correlation between the binding free energy (AGy) and
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Fig. 4. Correlation between the binding free energy (AGy,)
and antitumor activity (ICs,) of 2 against KB tumor cells
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Fig. 7.  5-(n-butylamino)-2-deoxo-10-methyl-2-
phenyl-5-deazaflavin 2a (colored by element, ball
and stick) is bound into PTK receptor site via
hydrophobic interactions with Leu 595, Tyr 672,
Leu 799, and Phe 811 in addition to hydrophilic
binding by hydrogen bond between its Cs-NH and
C =0 of Leu 595. While 2-deoxo-10-ethyl-5-(n-
octylamino)-2-phenyl-5-deazaflavin 2b (blue,
stick) is extended through the whole groove of the
pocket forming one hydrogen bond with Glu 640.
The binding pocket is shown in the solid surface
with labeled amino acids and the STI ligand is
shown as yellow stick.
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Fig. 8. Stereo view for comparative binding
affinities of 3°,8’-dimethyl-5’-deazacholest-2,4-
dieno[2,3-g]pteridine-2’,4°(3’H,8’H)-diones (8a,
ball and stick), 8’-(4-methoxyphenyl)-5°-
deazacholest-2,4-dieno[2,3-g]pteridine-2°,4°(3’H,
8’H)-diones (8b, blue stick), and 8’-methyl-3-
phenyl-5’-deazacholest-2,4-dieno[2,3-g]pteridine-
2’,4°(3’H,8’H)-diones (8c, yellow stick).
Compound 8a and 8b exhibited one hydrogen
bond shown as a green line, respectively, and

compound 8c exhibited no hydrogen bond. The
binding pocket of PTK is shown in the wire mesh
surface with labeled amino acids, the PTK protein
structure is shown in solid ribbon view, and the
STI ligand is shown as a red line.
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