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Abstract

Chronic hepatitis B is an irritating disease. The challenge curing chronic hepatitis b is
drug-resistant following drug treatment over a long period of time which increasing the difficulty
on the treatment. HBV genome has a reverse transcription process similar to HIV. The HBV poly-
merase is a good target of analogous to HIV for inhibiting the viral replication. One of anti-HIV
drugs have been approved for the treatment of chronic HBV infection, such as lamivudine. There-
fore, the anti-HIV drugs may become the agents for anti-HBV probably. However these drugs still
induce drug resistance. According to Chinese herbal medicines, the extract from Xanthii strumar-
ium L., Angelica sinensis, Cnidium monnieri and Buplerum chinense De Candslle. had been indi-
cated to inhibit HBeAg and HBsAg expression. Analyzing the compounds in Chinese herbal medi-
cines is playing an important role in inhibiting viral replication. In the present study, we use mo-
lecular modeling and docking analysis to identified new agents from anti-HIV drugs which includ-
ing 30 drugs and compounds in Chinese herbal medicines. In the results, the antiviral drugs, R8D
and Tenofovir, and Butylidenephthalide, Helioxanthin and Imperatorin extracted from Chinese
herbal medicines can incorporate into HBV polymerase active-sites with higher fitness than Lami-

vudine. These compounds will be the perfect candidates for curing chronic hepatitis B.
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% 1 B BUAT 9% 2 2 5 T L LR 2 S5 RO B )

IRCEA XY A1 | S(hb_ext) | S(vdw_ext) | S(hb_int) |  S(int)
R8D 46.78 0 40.3 0 -8.62
Tenofovir 42.61 0 36.51 0 -7.59
Abacavir 41.69 0.52 34.74 0 -6.6
Efavirenz 39.32 0.62 26.47 0 2.31
Elvucitabine 38.34 1.7 28.17 0 -2.08
ddi 37.89 2.4 27.33 0 -2.08
Pett2 36.52 0 34.5 0 -10.92
Nevirapine 34.93 2 26.07 0 -2.92
Lamivudine™ 34.8 1.47 25.77 0 -2.1
UCl1 34.54 0 33.05 0 -10.9
Stavudine 33.93 1.02 25.39 0 -2
Telbivudine™ 32.19 0.17 27.99 0 -6.47
Entecavir™ 31.5 0.22 25.43 0 -3.69
Zalcitabine 31.27 0.73 23.06 0 -1.17
HBQ 30.43 2 22.42 0 -2.39
Coviracil 30.23 2 22.13 0 -2.2
Clevudine™ 30 2 21.46 0 -1.51
GWE 28.85 0 28.74 0 -10.66
Saquinavir 27.67 0 41.08 0 -28.83
Ritonavir 25.04 0 35.93 0 -24.36
Delavirdine 24.53 0.18 30.67 0 -17.82
Amprenavir 22.64 0 29.59 0 -18.04
GWIJ 21.17 0 34.83 0 -26.72
uos 13.68 1.75 28.32 0 -27
Adefovir™ 13.47 0 25.96 0 -22.22
AZT2 13.47 0 23.74 0 -19.17
Nelfinavir 12.45 0 27.43 0 -25.27
Indinavir 10.7 12.22 28.15 0 -40.23
lopinavir 10.04 0 24.24 0 -23.29
HBY -70.29 0 20.84 0 -98.94

*H Al E A s B AT K 4EY)
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X 2B WA RG

i Bl v B R o3 B A )

IR EEY) FHA 71 |S(hb_ext) |S(vdw_ext)| S(hb_int) | S(int)
Butylidenephthalide 45.69 1.41 33.87 0 -2.28
Helioxanthin 44.58 0.57 31.88 0 0.17
Imperatorin 27.85 0 25.31 0 -6.95
Betulinic_acid 9.45 0.33 29.88 0 -31.96
SaikogeninF -14.91 0 24.15 0 -48.11
Oleanonic_acid -17.8 2.09 23.01 0 -51.53
SaikogeninG -21.32 1.98 17.54 0 -47.42
SaikosaponinsD -37.59 0.47 33.84 0 -84.59
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SaikosaponinsB3 -67.36 1.36 14.03 0 -88.02
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