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Fig. 1. The seven designed drug models and Tamiflu® (reference model). Each models are exchange from the

—OCH(C,Hs), in Tamiftu® to —OCH(Cy,H,,), in Model 1, ~OCH,(Cy,H,;) in Model 2, ~OCH,(C,Hs) in Model 3, <OH in
Model 4, -NH, in Model 5, -COOH in Model 6, and —H in Model 7, respectively.

~ ~4, ™ Docked witk: Tamiflu® in the receptor donain of Newraminidase
] A )

1 Sub unit of Neuraminicase

Fig. 2. The structure of Neuraminidase docked with Tamiflu in receptor domain (2HU4 [14]), and the 1 sub unit structure
of Neuraminidase (4b7J [15]).
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Fig. 3. The model of sub cell in the simulation cell.
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Fig. 4. Spatial distribution functions (G (i)) of Tamiflu® and seven lead compounds around Neuraminidase. The value
of G (i) shows the threshold.
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Fig. 5. Spatial distribution functions of lead compounds of Model 6 and 7 around Neuraminidase at G4(i) = 400 and G-(i)
= 300.

Ge(i)= 200

Fig. 6. Spatial distribution functions (Gg(i)) of lead molecule of Model 6 around Neuraminidase. The circle shows the
surface of receptor domain.
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