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Table S1. 'H (500 MHz) and '3C (125 MHz) NMR data of compounds 1 in methanol-da.

No 1
Sy (J in Hz) dc
1 128.84 C
2 131.79C
3a 6.971 s 106.80 CH
6.951s
4 151.60 C
5 153.22C
62 8.052's 102.66 CH
8.042 s
7 146.33C
82 132.22C
92 5.537d (15.2) 69.10 CH,
5.531d(15.2)
5.410d (15.2)
5.406 d (15.4)
12 129.89 C
129.86 C
2" 6.730d (1.6) 111.75CH
6.655d (1.7)
3’ 148.94 S
4' 148.94 S
5n 6.897d (7.9) 108.94 CH
108.90 CH
6" 6.682 dd (7.7, 1.8) 124.75 CH
6.659dd (7.8, 1.7) 124.70 CH
7' 137.49C
g 119.89 C
119.84 C
9’ 172.15C
1 4.761 d (7.8) 106.67 CH
4.760 d (7.9)
PAC 3.638 dd (9.2, 8.0) 75.79 CH
3.634dd (9.1, 7.9)
3" 3.408 ¢ (9.1) 77.80 CH
4" 3.136t(9.1) 76.69 CH
5" 3.266 m 73.63 CH
6" 1.303 d (6.0) 18.20 CH;
1.299 d (6.1)
3'-OCH,0-4" 6.031 m 102.60 CH;
6.019 m
4-OCH3? 3.670 s 55.97 CH3
3.664 s
5-OCH3? 3974 s 56.69 CH3
3.970s

2The NMR signals were shown to be doubling due to some degree of hindered rotation of the aryl-

naphthalene bond.
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Figure S1. “One-Stone-Two-Birds” evaluation system. The HIV vector carrying luciferase gene is
used as the reporter for viral replication. The HIV vector is co-transfected with bird flu HSN1 HA and
NA constructs to generate HI'V virions with bird flu HA on the viral surface (HIV/HA). The generated
HIV/HA cells will then be placed in a 24 wells plate, incubated for 48 hours with samples or without
samples. The cells will be harvested to measure the luciferase levels. In the assay system, we run
HIV/HA and HIV/VSVG in parallel. HIV/VSV-G is VSV-G pseudotyped HIV virions without bird flu
HA coated on the surface. When a sample is tested to inhibit HIV/HA but not HIV/VSV-G, we
consider it as a potential bird flu inhibitor. However, when a sample is tested to inhibit both HIV/HA
and HIV/VSV-G, we consider it as a potential HIV inhibitor.



oL'e
89z°¢

0/z¢

112¢

6.2°€

z8T'e

60¥'€ S~ =
[alaloWal /

mmm.m% — -

(a)

599°¢
129 N
0/6°¢
Em.m\
6vLY
LY
LLLY
th.—\\ IJ
SL8Y e
vmv.m/
GLS'S M
/#.mv
ms.mk
209\ _
e
€599
Bo.m/

Fes0
107}
Ree0
Feov

Fore

Fooy

Fsoz
Feoz

1.5 1.0 05 0.0

T

T

85 80 7656 70 65 60 55 50 45 40 35 3.0 25 20

f1 (ppm)

(b)

6VAY
1GL BS
VLY —=
€LLY

98€'G~ _
26EeG

8¢S~ _
er'e-

1889 —-
8069 -

1G6'9—

126'9 —\-

20’8
¢S08— Y

90'L

e'e

r0cc

~00°}L

5.50 5.40 4.75

6.00!

6.75 6.65

6.85

6.95

8.05

jes}

€671

g6z | \on

60E'L - ——

ziet/
e/
I —
e

00e'e
f

bL9'E ~
cloe/
9g9'c
S99~ _
129€ —

0L6'€~__
v16°€

egeg”/
607'€\—
vev'e B

60°L

L8}

90°L

rev'y

rgce

1.30

3.45 3.35 3.25 3.15

3.65

3.95

Figure S2. 'H NMR (360 MHz) spectrum of patentiflorin A (1) in CD3OD. (a) Full view; (b)

Expansion.
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Figure S4. DEPT NMR (90 MHz) spectra of patentiflorin A (1) in CD3OD. (a) DEPT-135; (b) DEPT-
90.
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Figure S15. 3C NMR (100 MHz) spectrum of the synthetic 9 in CDCls. (a) Full view; (b) Expansion.
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Figure S27. MS spectrum of the synthetic patentiflorin A (1).
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Figure S29. MS spectrum of the synthetic 7-O-f-D-xylosyldiphyllin (15).
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Figure S31. MS spectrum of the synthetic 7-O-f3-D-glucopyranosyldiphyllin (16).
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