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'H and '3C NMR of 8a
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'H and 3C NMR of 8b
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'H and 13C NMR of 8¢
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'H and 13C NMR of 8d
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'H and 13C NMR of 8e
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'H and '3C NMR of 8f
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'H and '3C NMR of 8g
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'H and 3C NMR of 8h
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IH and ¥C NMR of 9a
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H and 3C NMR of 9b
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H and ¥C NMR of 9¢

q

F2 - Processing paramsters

OJ\ m.
4 g
ITP O Z® - L
m L
- o
[=]
=) QL ZH0° TT~
° A v 2 126" 22—
4 / % Le
o) ° 2
omw;B‘ _
wn
-
-
]
’ - 6L
e Y pw PZS TS~
o 89°55
(=]
Mo
w 3
SO N
. B '
fBL7E — | <umE L
r s
wn
[ <
-2
Z8L"9 .
) 127 60T
222 N\ HOLEN
. ocm.mill/ﬂl = = Em.m:w
z8L"9 P —— = < 8SL €TT
O :m.mx = 2 8017 08T —
wmm.w mmm.u\ 2T 92T —
908°9 ses s [ Srp0ET~ o
: = o .
118°9 mmm.wl\ - - s LBTOET
€287 9 6 — \uLl JEC
878°9 - o Teso
mmm.m\u - L9T EPT— 9
mmm.m\. : i LPT— o\©!
0FZ L o -Hj\m‘.m £9£°LFT 5
mNm.h\ = -= ﬂuozm..,_”
Sia-t Le T ULBS 85T~
v @ 60T 09T —
MMMM POEBTEIT—  wTon
- o SLOTTBIT— 8%
v EN
=
Lo AGBET9LT— mm
B ? 238
& . i ;
o L@ °
= ” b f.8F
: z ige
| . = VZ2Mm
=1

60 50 40 30 20 ppm

70

110 100 90 80

120

e

N
130

>0 N¢<
Y
150 140

0.30 Hz
160

131072
125.6960592 MHz

170

180

190




IH and ¥C NMR of 9d
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H and ¥C NMR of 9e
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HPLC analysis of 8a
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VWDI1 A, Wavelength=254 nm; eluent: 20% DI water in acetonitrile; flow rate=0.5mL/min

Peak # Ret Time (min) Width (min) Area mAu*s Area %
1 5.11 0.1632 2175.398 2.22
2 9.98 0.4316 9.58¢4 97.78

HPLC analysis of 8b

mAU ]
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VWDI1 A, Wavelength=254 nm; eluent: 20% DI water in acetonitrile; flow rate=0.5mL/min

Peak # Ret Time (min) Width (min) Area mAu*s Area %
1 5.51 0.0938 27.733 2.36
2 5.73 0.0968 25.469 2.16

3 11.20 0.2383 1123.734 95.48




HPLC analysis of 8c

mAU - 4 %
1?5'2
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VWDI1 A, Wavelength=254 nm; eluent: 20% DI water in acetonitrile; flow rate=0.5mL/min

Peak # Ret Time (min) Width (min) Area mAu*s Area %
1 5.21 0.0960 40.697 1.02
2 5.74 0.1075 45.321 1.13
3 13.81 0.3081 3922.876 97.85

HPLC analysis of 8d

mAU

—BRes1

3000
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] 25 5 75 10 125 15 17.5 mirt

VWDI1 A, Wavelength=254 nm; eluent: 20% DI water in acetonitrile; flow rate=0.5mL/min

Peak # Ret Time (min) Width (min) Area mAu*s Area %
1 5.60 0.7979 2794.841 2.93
2 8.37 0.4470 54.367 0.06

3 9.25 0.4812 9.26¢4 97.01




HPLC analysis of 8e
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VWDI1 A, Wavelength=254 nm; eluent: 20% DI water in acetonitrile; flow rate=0.5mL/min

Peak # Ret Time (min) Width (min) Area mAu*s Area %
1 4.82 0.1099 57.771 1.44
2 5.51 0.1188 64.648 1.61
3 5.73 0.0959 36.927 0.91
4 12.44 0.2882 3862.217 96.04

HPLC analysis of 8f

mALl

——48:398

T T r T
5 10 15 20 25 min

VWDI1 A, Wavelength=254 nm; eluent: 20% DI water in acetonitrile; flow rate=0.5mL/min

Peak # Ret Time (min) Width (min) Area mAu*s Area %
1 5.49 0.0962 41.498 0.84
2 5.71 0.1302 66.392 1.34

3 13.40 0.3276 4832.661 97.82




HPLC analysis of 8g
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VWDI1 A, Wavelength=254 nm; eluent: 20% DI water in acetonitrile; flow rate=0.5mL/min

Peak # Ret Time (min) Width (min) Area mAu*s Area %
1 5.50 0.0905 24.551 2.80
2 5.72 0.0928 22.470 1.89
3 10.69 0.2315 802.513 95.31

HPLC analysis of 8h
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VWDI1 A, Wavelength=254 nm; eluent: 20% DI water in acetonitrile; flow rate=0.5mL/min

Peak # Ret Time (min) Width (min) Area mAu*s Area %
1 5.70 0.1072 47.945 1.51
2 5.94 0.1108 45.325 1.42

3 11.81 0.3157 3092.286 97.07




HPLC analysis of 9a
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VWD1 A, Wavelength=254 nm; eluent: 20% DI water in acetonitrile; flow rate=0.5mL/min

Peak # Ret Time (min) Width (min) Area mAuU*s Area %
1 5.66 0.1022 44.430 1.70
2 5.91 0.1126 45.273 1.74
3 9.01 0.2345 2521.588 96.56
HPLC analysis of 9b
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VWDL1 A, Wavelength=254 nm; eluent: 20% DI water in acetonitrile; flow rate=0.5mL/min

Peak # Ret Time (min) Width (min) Area mAuU*s Area %
1 5.64 0.1006 42.826 1.87
2 5.88 0.1042 39.340 1.71

3 10.03 0.2501 2213.741 96.42




HPLC analysis of 9c
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VWD1 A, Wavelength=254 nm; eluent: 20% DI water in acetonitrile; flow rate=0.5mL/min

Peak # Ret Time (min) Width (min) Area mAuU*s Area %
1 5.61 0.2178 135.095 5.01
2 9.10 0.2353 2558.805 94.99
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VWDL1 A, Wavelength=254 nm; eluent: 20% DI water in acetonitrile; flow rate=0.5mL/min

Peak # Ret Time (min) Width (min) Area mAuU*s Area %
1 5.57 0.1014 43.301 1.42
2 5.80 0.1037 36.487 1.20
3 12.14 0.3133 2959.780 97.38




HPLC analysis of 9e
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VWD1 A, Wavelength=254 nm; eluent: 20% DI water in acetonitrile; flow rate=0.5mL/min

Peak # Ret Time (min) Width (min) Area mAuU*s Area %
1 5.58 0.1020 42.642 1.40
2 5.82 0.1030 44.460 1.46

3 10.66 0.2784 2961.159 97.14
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Figure S1 The representative dose-response graphic results of Paeonol-Phenylsufonyl derivative 8a on (A)
HepG2 2.15 cells’ cytotoxicity, (B) hepatitis B virus (HBV) surface antigen (HBsAg) levels, (C) HB e
antigen (HBeAg) levels, and (D) HBV viral DNA levels. The TCso or 1Cso value was analyzed with
nonlinear regression fitting analysis using GraphPad Prism software (GraphPad Software Inc.). The
presented values are known as mean+SD.

5-Fluorouracil (5-Fu) Lamivudine (3TC)

Figure S2 The structures of 5-Fluorouracil and Lamivudine, the reference compounds listed in Table 1.



